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This is a Full wwPDB X-ray Structure Validation Report for a publicly released PDB entry.

We welcome your comments at validation@mail. wwpdb.org
A user guide is available at
http://wwpdb.org/validation /2016 / Xray ValidationReportHelp
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The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4.02b-467

Xtriage (Phenix) : NOT EXECUTED
EDS : NOT EXECUTED
Percentile statistics : 20161228.v01 (using entries in the PDB archive December 28th 2016)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : recalc28949
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:

X-RAY DIFFRACTION

The reported resolution of this entry is 2.40 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in

the following graphic. The table shows the number of entries on which the scores are based.

Metric
Clashscore I
Ramachandran outliers []

Sidechain outliers I

Worse

Percentile Ranks

[

[

0 Percentile relative to all X-ray structures

Value
N 16
D 1.4%
T 6.0%

Better

[l Percentile relative to X-ray structures of similar resolution

Metric

Whole archive

Similar resolution

(#Entries) (#Entries, resolution range(A))
Clashscore 112137 3674 (2.40-2.40)
Ramachandran outliers 110173 3616 (2.40-2.40)
Sidechain outliers 110143 3617 (2.40-2.40)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A
grey segment represents the fraction of residues that are not modelled. The numeric value for each
fraction is indicated below the corresponding segment, with a dot representing fractions <=5%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density. The numeric value is given above the bar.

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 250 70% 28% B
1 O 250 67% 30% o
2 B 245 58% 33% -
2 P 245 64% 28% -
3 C 243 61% 33% -
3 Q 243 59% 33% 6% -
4 D 241 66% 28% C5%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

4 R 241 61% 31% %
5 E 234 59% 33% 5o -

D S 234 57% 37% o -
6 F 248 65% 28% 5% -
6 T 248 60% 33% 5% .
7 G 252 60% 31% T
7 U 252 57% 36% 5%
8 H 222 68% 30% .

8 A% 222 67% 32% B
9 | 205 76% 22% .

9 W 205 70% 27% B

10 J 198 70% 27% o
10 X 198 67% 320 .
11 K 212 69% 29% B
11 Y 212 75% 23% B
12 L 241 62% 28% T
12 / 241 66% 23% T
13 1 266 55% 30% T
13 M 266 56% 29% w
14 2 196 63% 34% o
14 N 196 70% 29% .
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2 Entry composition (i)

There are 16 unique types of molecules in this entry. The entry contains 51834 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

e Molecule 1 is a protein called PROTEASOME COMPONENT Y7.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 246 ?Z;l 12CO0 31(\)18 3?0 g 0 0 0
1 0 246 ?gg;l 12%0 31(\)I8 3?0 g 0 0 0
e Molecule 2 is a protein called PROTEASOME COMPONENT Y13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 235 ?g t;;l 1 1C57 31(\)IS 3((?4 g 0 0 0
2 P 235 ?2 tQE;l 1 1C57 31(\)IB 3(6)4 2 0 0 0
e Molecule 3 is a protein called PROTEASOME COMPONENT PRESG.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 ¢ 238 rf; gall 1 1(253 3155 3(6)9 ZSL 0 0 0
3 Q 238 112 gall 1 1(253 3155 3(6)9 ZSL 0 0 0
e Molecule 4 is a protein called PROTEASOME COMPONENT PUP2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 b 230 111(;;%1 1 1(2)0 21:9]3 3(5?8 g 0 0 0
4 R 230 ?%?31 1 1(3)0 21:)]3 3(;8 g 0 0 0

e Molecule 5 is a protein called PROTEASOME COMPONENT PRES5.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 2 230 1755 1103 304 344 4 0 0 0
Total C N O S
5 S 230 1755 1103 304 344 4 0 0 0

e Molecule 6 is a protein called PROTEASOME COMPONENT C1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 K 242 1886 1199 328 355 4 0 0 0
Total C N O S
6 T 242 1886 1199 328 355 4 0 0 0

e Molecule 7 is a protein called PROTEASOME COMPONENT C7-ALPHA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 G 240 1897 1206 319 364 8 0 0 0
Total C N O S
7 U 240 1897 1206 319 364 8 0 0 0

e Molecule 8 is a protein called PROTEASOME COMPONENT PUPI.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 H 222 1685 1061 293 324 7 0 0 0
Total C N O S
8 v 222 1685 1061 293 324 7 0 0 0

e Molecule 9 is a protein called PROTEASOME COMPONENT PUP3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S

) I 204 1581 1010 258 305 8 0 0 0
Total C N O S

o W 204 1581 1010 258 305 8 0 0 0

e Molecule 10 is a protein called PROTEASOME COMPONENT C11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 J 198 1585 1005 269 305 6 0 0 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 X 198 ?gg;l 1(%5 216\519 385 2 0 0 0
e Molecule 11 is a protein called PROTEASOME COMPONENT PRE2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 K 212 112’5111 10(315 2§0 3(1)2 g 0 0 0
1 Y 212 ?(())’ZZI 10(515 21E\BIO 3(1)2 g 0 0 0

e Molecule 12 is a protein called PROTEASOME COMPONENT C5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 L 222 ?%6;1 11015 31(\)13 3(??5 ZSL 0 0 0
12 z 222 ???71 11015 31(\)13 325 ZSL 0 0 0

e Molecule 13 is a protein called PROTEASOME COMPONENT PRE4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 M 233 112;11 11054 31112 3(5)1 g 0 0 0
13 1 233 112;11 11C54 311]2 3(5?1 2 0 0 0

e Molecule 14 is a protein called PROTEASOME COMPONENT PRES.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 N 19| 12 g5 2% a00 7 0 0 0
42 19| 12 g5 2% a00 7 0 0 0

e Molecule 15 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

15 G 2 9 9 0 0

15 | K | Toltal N{g 0 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
15 0 1 Total Mg 0 0
1 1
Total Mg
15 I 2 9 9 0 0
5| v | Total -~ Mg 0 0
1 1
5| W 2 Total -~ Mg 0 0
2 2
Total Mg
15 Z 2 9 9 0 0
15 T 1 Total - Me 0 0
1 1
15 N 1 Total Mg 0 0
1 1
Total Mg
15 U 2 5 9 0 0
15 9 1 Total Mg 0 0
1 1
15 e 1 Total Mg 0 0
1 1
Total Mg
15 L 2 9 9 0 0
15 P 1 Total Mg 0 0
1 1
e Molecule 16 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
16 1 151 151 151 0 0
Total O
16 2 113 113 113 0 0
Total O
16 A 102 102 102 0 0
Total O
16 B 74 74 74 0 0
Total O
16 C 73 73 73 0 0
Total O
16 D 82 39 %9 0 0
Total O
16 E 63 63 63 0 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 | F 97 Tg;al 87 0 0
6 | @ 110 110;31 1(130 0 0
16 | H 132 Tlogt;l 1(;2 0 0
6 | 1 107 1105731 1(37 0 0
6 | J 107 110531 1(37 0 0
16 K 107 Tiog;‘l 1(0)7 0 0
6 | L 141 Tioéffl 121 0 0
16 M 151 Tf;fl 121 0 0
16 N 115 Tlolt;l 1?5 0 0
16 0 08 Tgt;‘l 9% 0 0
16 | P 78 T(;tgal % 0 0
16 Q 62 ngal 602 0 0
6 | R 79 T‘;gal % 0 0
16 S 66 T‘égal 6% 0 0
16 T 94 ngal 9(1 0 0
16 U 110 1101t8‘1 1(1)0 0 0
16 v 131 1;0;?1 1(;1 0 0
16 | W 114 Iioltjl 1(1) \ 0 0
16 X 110 I;Ofgl 1(1)0 0 0
16 Y 104 Tlootjl 1(8 , 0 0
6 |z 137 Tlogt;’“l 127 0 0
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a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.
Residues are color-coded according to the number of geometric quality criteria for which they

contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot
above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more

consecutive residues without any outlier are shown as a green connector. Residues present in the

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
sample, but not in the model, are shown in grey.

3 Residue-property plots (i)
e Molecule 1: PROTEASOME COMPONENT Y7

Note EDS was not executed.

Page 9
Chain A:

60TL
L0Td
00TA
68A
984
S84
#8a
[4:5]
8LA
LOA
791
€91
{4k
841

67V

LYA
9%A

(444
15728

6ed
8€1

9€L
SEA

ced
TEA

Lev

sea
j4a9

121
(11

STA

€TL

mmm¢
2121
0121
L0OZN
00zs
LBTT

T6TH
06TI

8810

9871

7811

08TM

YLTL
€LTH

TLIV
0LTA
691S

L9TH
T9TH
8GT4d

0STh
6714

V.iv1S

6ETV

LETT
9ETT

0ETYH

YC1L

[4qxs
T2Th

8TTY

1

e Molecule 1: PROTEASOME COMPONENT Y7

9TTA

E€TTA
(439
1111

30%

67%

Chain O:

- O = o m © mm
~o~ o6 Q
>~ 0 =ovaAaQ ~

€.d

TLL

691

L9A
993

791
€91

65V
841

67V
gy
LYA
9TA
S¥D

(a4
a2t

6€D
8€T

€€l

TEA

6CL

-0
) ]
o <

L1d

STd

2Tl

102N

00zs

L6TT

T6TH
06TI

88TQ

98TT

¥8T1

08TM

PLTL

TLTV
0LTA

L9TH

S9TI

T9TH

8STd

SGT1D

2s1a

6ETY

LETT

PETA

TE€Td

0€TY

62TA

YCTIL

[44 %)
12D

8TTA

9TTA

(429
T1T1

80Td
L0Td

00TX

1

e Molecule 22 PROTEASOME COMPONENT Y13

€eq1
ey

€T
ocey

€1ey
(414
T12d
o121

33%

58%

Chain B:

281a
814

SLT1

TLIV

69TL

S9TA
918
€911

T9TH
09TM

LSTA
9GIN

1818
0STL
(5498
8¥11
LyTd
5i498

Tvia
157498

8ETA

9€Td
SETS

CceTd
T€1d
0ETH

3
L

STTh
4%
€CTA

0zTH
9111
E€TTA
[4a%!
TT1I

60TA
80Td

7OIN

6€CL

YETA

L

0€TH

+

j24di]

asted

c¢1ed

y%0zZs

v02Zs
£02a
zocL

L6111
7611
€61V
2611
1614
8810

98TA

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


http://wwpdb.org/validation/2016/XrayValidationReportHelp#residue_plots

1GOU

Full wwPDB X-ray Structure Validation Report

Page 10

PROTEASOME COMPONENT Y13

e Molecule 2

28%

64%

Chain P

160

6V

681

181

S8v
78d

8l
181

9LA

cLa

694

7oL
Veos

891

-

€zh
(4N
121

€TL

iZ400

0z

9111

(4%
1111

L0TI

TOTH

664

L

vecn
€€T1
2eTI

PROTEASOME COMPONENT PREG6

0€TH
9zed

1220

H6TCA

S0C1

e Molecule 3

yv0zs

33%

61%

Chain C

j241y]
907d

T0T1
00TH

s6d

9.1
SLA

3

TLa
T9L

650

SSL

€94
[4ct}
183
08D
6%D
8%1
LYA

S0
WA

ovA
6€D

428

01ZI
60CZN
80T

€021
zozh
T0CZA
00ZA

8611
LBTT
9618
S61Y4
[439¢

681D
88714

S8TL

281d

6LIN
8LTH

SLT4

L

ovey
6ecd
8€TH

PROTEASOME COMPONENT PREG6

9€CI

(4108

6221

¥ce1

612S

[aran

e Molecule 3

6%

33%

59%

Chain Q

96Y

SSL

€94

TS8d
080
6%D
8¥%1
LvA
oA
S¥0

(528

15728
o%A

8EA

TEA

821
Loy

A

81d

STd

6810
88Td

98TA
S8TL

28Td

208TH
40814
Y081d

BLIN
8LTH

SL14

TLIA
TLTL

S9TI
7ITL

[4°)a 4
918
09TM
6STS

(57499

9¥%1d

714
0%TD

6CTA

B6TTA

STTXA

60TA

90Td

00Ty

*

0T

8€Th

9€TI

CTETK

0zza

L12d
91TA

+

(4549

0121

1

€0CL

e Molecule 4

T0CZA

L6171
9618
S6TY
76TA

06TA

PROTEASOME COMPONENT PUP2

« 5%

28%

66%

Chain D

L1170
9TTA

€TTL
111

017d

L6A

681

S8V

£8Y

181

618

9.LD

LEV

pras]

4
€zh

€18

€eCI

Tced

7120
€12S
(454

8ETI

0E€TY

LTV
€CTV

12TV

6111

8ETH

O

R LDWIDE
PROTEIN DATA BANK

W



1GOU

Full wwPDB X-ray Structure Validation Report

Page 11

PROTEASOME COMPONENT PUP2

e Molecule 4

31%

61%

Chain R

00TN

L6A

681

S8V

€8V
8L

6.LS

w0 ®©
N~ ~
UI=

LI

041

191

198

18d

€94
(4!
T84

67D

LYA
oA

ST4

€18

voTV
€9TX

LETT

€€CI

92ZTN
§cea

TZed

3

PROTEASOME COMPONENT PRE5

120

e Molecule 5

[a148
1120

L0271
TOZW

L6711

5%

~ = o
~ 0
IIm III-.J B

33%

59%

Chain E

L6N

06N

€8d

.9
2001
€LH
993

€94

D
re)
0

pAsict
(4’1
67A
8¥%1
L7A
{47
iz
071
9EA

€eb

1€l

x4

scd
4

121

8TL

ST4

L6TI

76T

06TI

L

S8IN

J08TI

aosTI

408T.L
6LTL
8L14
LL13
9L171
€L
0LTD

SOTI

291D
T9TA

LSTA

€9Td

0ST1d

LYTH

EVIN

157428

6ETI

€ETD
CETA

0ETY
veriL

j241i]

60TA

L0TT

S0TY

62CTA
9TTH
eeeL

Teed
0zed

PROTEASOME COMPONENT PRE5

e Molecule 5

.

5%

37%

57%

~
[
<

Chain S:

d
~
=

LLS

S.LD

€LH

0.0

891
191
993

oM
© ©
=4

69S

€94
{48

67A
8¥%1
LYA

SYH

(4
a7

6€D
8EA
LEL
€eb

821

erach

€zh
ccd
121
ocH

9TS

0
-
I

CTL
T1a

76T
€6TD

06TI

L

98Td

408TI

aosTI

CETA

0ETY

SzTd

L1TD

(4344

1071

TeTH

62CA

prascy
92TH

Teed

L12H

PROTEASOME COMPONENT C1

STCA
j4%48
€12y

0721

q602N

asoza

460CL

[du4:s
1021

L6TI

e Molecule 6

5%

28%

65%

Chain F

9111
STTY

ciTd

60TI

¥va

(40

6€D
8€1

9EL
SEL

Ley

i£4N
1))

06TA

98TV

7811
40819
g08T1d

B6LTT

9L11
.72

TLIS

S9TL
o1V

EVIA

TPIA

8ETA

9€TL
SETS

T€Td
0€TY
6CTA

9CTX
Se11

Ty
12Td

0%eI
6ecd
8ETH

9gey

prades

€224

T¢cH

G120

O

R LDWIDE
PROTEIN DATA BANK

W



1GOU

Full wwPDB X-ray Structure Validation Report

Page 12

PROTEASOME COMPONENT C1

e Molecule 6

5%

33%

60%

Chain T

CcT1d

€zh

L9TH

S9TL
vo1V

0STH

15747

8ETA

9€TL
SETS

TETd

0eTYd
6CTA

9CTX

SCT1

[4aa 4
1210

STTY

0¥%CI
6€Td
8ETH
Le2d

1gea

€224

DO - NmMmS L o
O H AW
NN N
[ B o ==

S0ZN

PROTEASOME COMPONENT C7-ALPHA

e Molecule 7

5%

31%

—
©
A

60%

Chain G

€8d
281

08D
6LN

LLA
9LW

Ivl
~
=

+

T

19T

6G1

948d

€94

T8h
0Ss
6%1

N0
& &
==

S0
6ev
8¢T
LES

YveEN

06TA

881X

98TM

¥81d

|

6LTH

0LTD
6910

1L91d

S9TL

651D
8GTA

9GTX

TSTL
081X

9%1d

8€Td
LETL
9ETT
SETI
YETA

T€1d
0ETH
6CTH
8CTA

¥C1L
€CTA

6111
8TIN

TTTA

80Td
LOTW

e Molecule 7

SOTXA

96V

9€CI

PROTEASOME COMPONENT C7-ALPHA

5024

6610
8611

96TH
€61V

(4 %)
T61d

5%

36%

57%

Chain U

6LN

LLA

L

cLd

0LI
690

19T

79d

6G1

96d

1

671
8¥A
LYA

6ev

1

yreN

9CA

TTA
121

STd
vII
€TL
(438

oty
6d

6.1

6.LTH

LL1d

T€Td
0ETYH
6CTH
8CTA

iZ4n%

6111
8TIN

601D

LOTH

SOTA

€0TA
{4015}

864

©
o)
<

vev

L

9€TI

621
8¢CN

¥ee1

T2cd
(44}

L12%
[AzaN
T1ea
0121

802N
L0TH

¥oca

6610

LBTH

¥6TI

o O N m
© D O O 0
— o
£ = o<

98TM

o¥81d
78IN

q6LTH
as.L1is

PROTEASOME COMPONENT PUP1

e Molecule 8

30%

68%

Chain H

TeeI
(424
112l
() 5AN
L0zd

T02h

S6TN
¥61d
€611
2611

8LINH

7.1

CLIN

0LTD

SOTN

€971

097Th
6SGTI

LS1d
9GTS

€GTH
9T

S¥1d
jaads)

PROTEASOME COMPONENT PUP1

[4745:0
T€TS
8¢1H
L2111
9C1S
S¢T1

61TL

e Molecule 8

R LDWIDE

O

PROTEIN DATA BANK

W



1GOU

Full wwPDB X-ray Structure Validation Report

Page 13

32%

67%

Chain V

[
1114

60TH

V¥S0Td
S0Ta

€0TD

Lev
969

o)
()
=1

0LL
694
891
198
99H

150
951
SSA

9TV

11493

61CA

9024

€TTI

PROTEASOME COMPONENT PUP3

e Molecule 9

22%

76%

Chain I

9CTA

¥Cra

8110

SG91

i
Yo
=]

©
i
—

o
<
125

©
[}
i

©
‘_‘-g-
O E4

428

3]
—
=

o =+ ©
©H = =

@G
=

T
A

0613

T8TH

PLTA

TLIN

TOIN

1

9GTS
SSTI

2STd

P11

PROTEASOME COMPONENT PUP3

6€TH

LET

12"

T€18
0ETV

8C1H

e Molecule 9

27%

70%

Chain W

L

0613

8T

PLTA
€LTV

TLIM

8911

991d

TOTN

6GTT

L8T0
9918

15491
0%1s
6ETd

PROTEASOME COMPONENT C11

LETH

TETS
0ETV

werd

811D

vi1a

L

OTTI
6074
80Td
LOTH

TOTA

e Molecule 10

66d

27%

70%

Chain J

STTA

€111
as0Ty
T0TI

0071
66A

S8l

LD
9.d
S.S

0.3
694

L

PAsLcH

118

60

L4

L

€I
[as
1a

*

¥8TI
6.1Q
8LIA
LL11

99T

7T

2911

Ll

0STH

PROTEASOME COMPONENT C11

8¥TL
LPTL
9V
evTd
0%TH

€ETA
CeTd

(445!

6114
8TTL

e Molecule 10

32%

67%

Chain X

€0TD
T0TI
0071
66A
S64
4064
Yo6I
06s

984
s8b

LD
SLS
0.4
694
891
994
89K

€SA

6%V
Svd

EFIW

(49N
118

8A
L9
91

1
€I
[ay
1a
T-W

€610
681Q
S8TY

6.1Q
8LTA

SLIA

197d
99T

2198

PROTEASOME COMPONENT PRE2

2911
1973

0§73

VI

€VTY

O%TH

€ETA
CETA

6CTA

9TTY

61T
8TTL

9111

e Molecule 11

€1TI

80Td

29%

69%

Chain K

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



1GOU

Full wwPDB X-ray Structure Validation Report

Page 14

| owira (4493 [ | 1 | e9a SLTI 9L 6£TH
€TTA 1 VOLN 8970 mwm [ | o0vN
TITA 6£1Q OLH 1971 8910 | oesa f
TTTA { [ | 99TH S9M |11 8eH SETN
[ oomr 1 mwm mmz | oma mg L vew
60TL . £eTd 298 £ETI
1 ZETL ) 64V SSTA © [ | 85TS 8zd | zetH
45073 1€TD ® 1 | owsT1 ) 150 1 m Led TETY
| veory | 9pN €573 | oosv 9STA = | |
SOTL 0ZT1 . | swv 1 . 6%V i 611 STT1
717 s TN %S 0513 1 ESTH . | |
£0T9 o 8TTL €71 6v1a 9PN [ ] $II 6TTL
1 [ | 8HTA [ | 0514 8TTA
mmm 1 mmx [ s v [evia f L
91T 8YTA 8k 9TTT
68 9024 €TTA o€k S | 1S 3 STTT
1 0zs 2 624 I Q 9911 [ em PIIN
981 1 N [ | (A BEA SHTA o ss ETTA
1 66TA 121 1 mmx [ | EN [ | I
£ | 86l S0TL | oeN ¥y1d Pp1d N 43
- L6TH nEA $OTA 67Y 1 0gk [ | ﬁADT [ | 0TT1
T30 9674 €079 8TL OvIN [ | 0VIN €-A [ |
0.4 mmS m 1 % AL I % mﬂ m $-1 mms
694 869 | 9t g-d
1 Z6TA 1 STV L€74 121 9-0 661
891 1 = 680 = 2% 1 = | oen SETH = -0
1 6411 Z. 88k Z. £TA $ETT Z. 6T PETT Z. f
m-wwo 8LTA &2 181 |63 [ e €ETT = mﬁ. mm-”S €3 mmq
LLTH 981 174 zeTs
SHH | 9LTA ﬁNu 1 ﬁNu [ | 1 ANU STV 62TV ﬂNu z6S
1 SLTT €81 89 62TV $T1 [ | 1
zy1 1 ol 1 1 ol Ly 1 ol [ | 8T1S ol
| TL1S M 9LA M o1 rastt M 114 — M 9gA
6ed 1 o . | sozal 89 | o | o [ee ]
8eN 63TT 3 €24 3028 ¥1 6TTA 89 £1Td ¥8Y
1 85TS (@) ~ | oA 1 (@) [ | wH- S @) -E [ | O €81
geT | .sTd T2 66TA z-N < 0TTA T8k
| wEn 95TH = 0.4 | 86T = N [ | $11a = o% S-X 60TV = [ |
£€3 1 694 L6TM B 9-d €114 9-d [ | BN 8LK
Cosna © I 5 s
zeN 19TV €019 g
1 o S6TT o 0TTA o | zotvy &} 9.d
m«m % 1 M mmz Mu 1071 Nnu [ |
6ed 68TN 0071 Tl
sz YYIM = 8EN 1 = €079 = I = v1La
| €71 = I wm; = [ oty | = = ]
aTy 4298 zed 1011 L6A 991
2 i w2 oot 2 2 i
eT1 6£1a gzh €LTA 661 | ve1@ | 291
o e A | | A o oy P Ay i
.1 - STV 0971 & mmE & & 651
35 £eTd [ vl 6311 } | 8sT
6 £1T 83TS ¥6d 98Ty 164 194
5 i — — : — —
84 9210 ) 438 18T ) Q 063 ) 958
Lo 1 = .. 1 1 = .. — 8LTA = .. 1 z6T3 = - gs1
94 12T % - -ma me % — mmx L ouar % N mwm [ ] % M | wSH
Sy 01T 9LTT 98T €50
% 6174 e) . m SV 1251 e) . m 981 SLTI ) . m LLN [ | i) . m [ |
€1 8TTL M < SH1a M < 1 L wua M < 9.1 8LTA M < 6%1
[ | = 27T = LN €11 = | Luar = |
L ST ) @ £vT ) O 9.1 TL1D ) O OLH 9411 ° @) zhA

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



1GOU

Full wwPDB X-ray Structure Validation Report

Page 15

]

02D

voeyH

L6TM

Y6TN
€673

0671

881X

9814

7811

VI8TL

8.L11

0LTS
691S

S9TH
7914
€9TA

T9TA
09TH
6GTH

PROTEASOME COMPONENT PRE4

LSGTIN
9GTA

(415

0STA

e Molecule 13

8¥TA
LyTL

¥¥1d
DIVTII

12%

30%

55%

Chain 1

Low
€7A
{47\

268
164

L8H
98A

8V
€81
Z8A

o
©
[

8LA

9.d

vila

L9V

+

AL
963
SSI

€50
TS

SYI

1121

29%

602h
80TL
L02D

02D
voeyH

LBTM

C6TA

881X

9814

8LTI

CTLIN

0LTS
6918
89TY

S9TH
7914
€9TA

T9TA
09TH
6GTH

PROTEASOME COMPONENT PRE3

LSGTIN
9GTA

[Acac

¥vid
DIFTL

+

(07451
6ETH

e Molecule 14

LETT
9€Td

70%

Chain N

6TTA
8118
911D
STT1
¥11d

LOTH

ds0Ty

20TV

8EH

8CN

[4an

PROTEASOME COMPONENT PRE3

9TV
STD
4%

CTA

ota

© © 0
= [2

o
H =

L2811

DL8TA

aLgtd

L8171

8L11

9LTA
SLTH
vL1d

TL1D
0LTD

991a

PoTxh
€971

1970

6GT1

LSTH

CSTA

671d
8V

6€Ta

9€TD

€ETd
CETL

9CTI

e Molecule 14

34%

63%

Chain 2

¥s01d

70TA

[494

00TI

L6Y

684

S84

Z8A

LD

L9L

T94

6GA
€50

[4hn
TSa

91

[4an

ST9

811

DL8TA

a.814
V.8TI

991a
S9TM

€971

1910

6GT1
8318
LSTH

0S8Td

LY1S

90TN

O

R LDWIDE
PROTEIN DATA BANK

W



Page 16 Full wwPDB X-ray Structure Validation Report 1GOU

4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section is therefore incomplete.

Property Value Source
Space group P1211 Depositor
Cell constants 135.18A  301.10A 144.10A .
Depositor
a, b, c,a, B,y 90.00°  113.00°  90.00°
Resolution (A) 20.00 - 2.40 Depositor
/0 Data completencss (Not available) (20.00-2.40) | Depositor
(in resolution range)
Ronerge 0.16 Depositor
Reym (Not available) Depositor
Refinement program X-PLOR Depositor
R, Rfree 0.250 , 0.303 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 51834 wwPDB-VP
Average B, all atoms (A?) 44.0 wwPDB-VP
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section:
MG

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z]| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles

Mol | Chain | prigy 41 7) =5 | RMSZ 4 Z| >5

1 A 0.62 0/1918 0.78 1/2597 (0.0%)

1 O 0.58 0/1918 0.78 1/2597 (0.0%)

2 B 0.58 0/1856 0.75 0/2513

2 P 0.61 0/1856 0.76 0/2513

3 C 0.58 0/1889 0.75 1/2557 (0.0%)

3 Q 0.61 0/1889 0.77 1/2557 (0.0%)

4 D 0.63 0/1782 0.83 2/2404 (0.1%)

4 R 0.64 0/1782 0.81 2/2404 (0.1%)

5 E 0.52 0/1781 0.73 0/2407

5 S 0.54 0/1781 0.73 0/2407

6 F 0.56 0/1926 0.75 0/2599

6 T 0.60 0/1926 0.79 0/2599

7 G 0.61 0/1934 0.75 0/2618

7 U 0.62 0/1934 0.77 0/2618

8 H 0.61 0/1716 0.78 0/2326

8 \Y 0.61 0/1716 0.78 0/2326

9 | 0.64 0/1611 0.79 0/2174

9 W 0.67 0/1611 0.82 0/2174

10 J 0.61 0/1613 0.79 0/2173

10 X 0.64 0/1613 0.79 0/2173

11 K 0.62 | 0/1681 | 0.80 0/2274

11 Y 0.61 0/1681 0.78 2/2274 (0.1%)

12 L 0.63 0/1795 0.79 2/2420 (0.1%)

12 Z 0.63 0/1795 0.78 1/2420 (0.0%)

13 1 0.66 0/1855 0.82 1/2514 (0.0%)

13 M 0.63 0/1855 0.79 1/2514 (0.0%)

14 2 0.66 0/1541 0.78 0/2087

14 N 0.65 0/1541 0.78 0/2087
All All 0.61 | 0/49796 | 0.78 | 15/67326 (0.0%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if


http://wwpdb.org/validation/2016/XrayValidationReportHelp#model_quality
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the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
1 0O 0 1

12 L 0 1

All All 0 2

There are no bond length outliers.

All (15) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
4 R 128 | MET N-CA-C -6.85 92.50 111.00
11 Y 4 LEU | CA-CB-CG | 6.44 130.12 115.30
4 D 128 | MET N-CA-C -6.08 94.59 111.00
13 M 95 | LEU N-CA-C | -5.95 94.93 111.00
12 L 95 | TYR N-CA-C -5.92 95.03 111.00
1 O 137 | LEU N-CA-C -5.85 95.20 111.00
3 C o6 LEU | CA-CB-CG | 5.71 128.44 115.30
12 Z 95 | TYR N-CA-C -0.37 96.49 111.00
11 Y 98 GLY N-CA-C -5.32 99.81 113.10
4 R 59 | LEU | CA-CB-CG | 5.24 127.36 115.30
4 D 127 | ALA N-CA-C | -5.24 96.86 111.00
3 Q o6 LEU | CA-CB-CG | 5.21 127.29 115.30
13 1 95 | LEU N-CA-C -5.17 97.03 111.00
12 L 98 HIS N-CA-C -5.15 97.11 111.00
1 A 137 | LEU N-CA-C -5.05 97.37 111.00

There are no chirality outliers.

All (2) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
12 L 145 | TYR | Sidechain
1 O 85 | TYR | Sidechain

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#close_contacts

Page 19 Full wwPDB X-ray Structure Validation Report 1GOU
Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 1881 0 1893 20 0
1 O 1881 0 1893 61 0
2 B 1827 0 1824 67 0
2 P 1827 0 1824 o8 0
3 C 1861 0 1873 79 0
3 Q 1861 0 1873 82 0
4 D 1758 0 1735 62 0
4 R 1758 0 1735 65 0
5 E 1755 0 1761 73 0
5 S 1755 0 1761 84 0
6 F 1886 0 1876 61 0
6 T 1886 0 1876 74 0
7 G 1897 0 1891 75 0
7 U 1897 0 1891 76 0
8 H 1685 0 1688 49 0
8 Vv 1685 0 1688 54 0
9 I 1581 0 1574 33 0
9 W 1581 0 1574 43 0
10 J 1585 0 1590 46 0
10 X 1585 0 1590 52 0
11 K 1644 0 1595 ol 0
11 Y 1644 0 1595 38 0
12 L 1757 0 1711 62 0
12 Z 1757 0 1711 26 0
13 1 1824 0 1832 70 0
13 M 1824 0 1832 o7 0
14 2 1512 0 1481 52 0
14 N 1512 0 1481 43 0
15 2 1 0 0 0 0
15 F 1 0 0 0 0
15 G 2 0 0 0 0
15 H 1 0 0 0 0
15 I 2 0 0 0 0
15 K 1 0 0 0 0
15 L 2 0 0 0 0
15 N 1 0 0 0 0
15 T 1 0 0 0 0
15 U 2 0 0 0 0
15 \Y 1 0 0 0 0
15 W 2 0 0 0 0
15 Y 1 0 0 0 0
15 Z 2 0 0 0 0
16 1 151 0 0 5 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
16 2 113 0 0 1 0
16 A 102 0 0 2 0
16 B 74 0 0 3 0
16 C 73 0 0 0 0
16 D 82 0 0 2 0
16 E 63 0 0 2 0
16 F 97 0 0 0 0
16 G 110 0 0 1 0
16 H 132 0 0 2 0
16 I 107 0 0 1 0
16 J 107 0 0 3 0
16 K 107 0 0 2 0
16 L 141 0 0 4 0
16 M 151 0 0 3 0
16 N 115 0 0 1 0
16 O 98 0 0 4 0
16 P 78 0 0 2 0
16 Q 62 0 0 2 0
16 R 79 0 0 4 0
16 S 66 0 0 3 0
16 T 94 0 0 1 0
16 U 110 0 0 2 0
16 \% 131 0 0 1 0
16 W 114 0 0 2 0
16 X 110 0 0 4 0
16 Y 104 0 0 2 0
16 Z 137 0 0 4 0
All All 01834 0 48648 1521 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 16.

All (1521) close contacts within the same asymmetric unit are listed below, sorted by their clash
magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
7:G:151:THR:HG22 7:G:157:-TYR:HB2 1.28 1.09
7:G:96:ALA:HA 7:G:107:MET:HE2 1.36 1.03
3:C:163:GLN:HE21 3:C:164:THR:H 1.09 1.01
3:Q:163:GLN:HE21 3:Q:164: THR:H 1.10 0.99
10:J:113:ILE:HG12 10:J:119:LYS:HG3 1.48 0.95
14:N:136:GLY:HA2 14:2:161:GLN:HE21 1.29 0.95

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
3:C:15:PHE:H 4:D:23:GLN:HE22 1.16 0.94
7:U:151: THR:HG22 7:U:157:-TYR:HB2 1.53 0.90
10:X:113:ILE:HG12 10:X:119:LYS:HG3 1.54 0.90
14:N:161:GLN:HE21 14:2:136:GLY:HA2 1.34 0.89
11:K:105(B):LYS:HD2 11:K:105(B):LYS:H 1.37 0.89
8:V:172:ASN:HD22 8:V:193:THR:HA 1.39 0.88
11:Y:105(B):LYS:HD2 11:Y:105(B):LYS:H 1.39 0.86
13:1:133:MET:O 13:1:136:PRO:HD2 1.75 0.86
2:B:126:HIS:HB3 3:C:129:VAL:HG12 1.55 0.85
3:Q:15:PHE:H 4:R:23:GLN:HE22 1.25 0.85
12:7:90:LYS:HD3 12:7:95:TYR:CE1 2.12 0.84
12:L:18:THR:CG2 12:L:30: TYR:HA 2.08 0.83
7:U:39:ALA:HB2 7:U:48:VAL:HG12 1.60 0.82
6:T:37:SER:HB3 6:T:50:VAL:HG23 1.61 0.82
14:2:14:LEU:HD21 14:2:102:ALA:HB3 1.62 0.82
7:G:151: THR:HG22 7:G:157:TYR:CB 2.10 0.82
6:F:141:VAL:HG23 6:F:215:CYS:SG 2.21 0.81
1:0:49:ALA:HB2 1:0:212:LEU:HG 1.63 0.81
13:1:141(C):ARG:HG3 | 13:1:141(C):ARG:HH11 1.45 0.81
2:B:124: THR:HG22 3:C:130:ARG:HH21 1.44 0.81
7:U:121:GLN:O 7:U:124:THR:HB 1.81 0.81
3:Q:185: THR:HB 3:Q:188:GLU:HG2 1.63 0.80
3:C:15:PHE:N 4:D:23:GLN:HE22 1.78 0.80
4:R:130:ARG:HG3 4:R:130:ARG:HH11 1.45 0.80
8:V:26:VAL:HG11 8:V:29:LYS:HG2 1.63 0.80
2:B:202: THR:HG22 2:B:204:SER:H 1.46 0.80
3:C:163:GLN:NE2 3:C:164: THR:H 1.78 0.80
12:7:-6:PRO:HB2 13:1:91:ARG:HH11 1.47 0.79
4:R:121:ALA:HB3 16:S:1158:HOH:O 1.81 0.79
4:D:121:ALA:HB3 16:D:298:HOH:O 1.83 0.78
14:2:157:HIS:CD2 14:2:187(J):LEU:HD13 2.19 0.78
7:G:76:MET:SD 7:G:138:PHE:CE2 2.77 0.78
7:U:59:LEU:O 7:U:61:PRO:HD3 1.83 0.78
6:F:186:ALA:O 6:F:190:VAL:HG23 1.84 0.78
7:G:96:ALA:HA 7:G:107:MET:CE 2.12 0.78
4:D:207:LEU:HD21 4:D:233:ILE:HG12 1.66 0.78
8:H:197:ARG:HH21 9:1:139:GLU:HG3 1.49 0.78
1:0:124: THR:HG22 2:P:130:ARG:HH21 1.49 0.78
12:7:18: THR:HG22 12:7:30:TYR:HA 1.65 0.77
7:U:96:ALA:HA 7:U:107:-MET:HE2 1.66 0.76
2:B:121:GLN:O 2:B:124:THR:HB 1.86 0.76

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
3:Q:163:GLN:NE2 3:Q:164:THR:H 1.82 0.76
3:C:163:GLN:HE21 3:C:164:THR:N 1.84 0.76
7:G:39:ALA:HB2 7:G:48:VAL:HG12 1.68 0.76
10:J:43:MET:HG3 10:J:101:ILE:HG12 1.66 0.76
1:0:86:ARG:HH21 7:U:118:ASN:HD22 1.34 0.76
13:1:157:ASN:ND2 13:1:160:ARG:HH11 1.84 0.75
14:2:13:ILE:HG12 14:2:177:VAL:HG13 1.69 0.75
14:2:157:HIS:HD2 14:2:187(J):LEU:HD13 1.49 0.75
4:D:130:ARG:HH11 4:D:130:ARG:HG3 1.50 0.75
5:5:75:GLY:HA3 5:5:221:PHE:CE2 2.22 0.75
12:1:103:GLY:HA2 12:1:178:VAL:HG11 1.69 0.74
14:N:171:GLY:HA2 13:1:197: TRP:CH2 2.22 0.74
12:1:-6:PRO:HB2 13:M:91:ARG:HH11 1.51 0.74
2:P:202: THR:HG22 2:P:204:SER:H 1.52 0.74
5:E:107.:LEU:HD11 5:E:111:ARG:HG2 1.69 0.74
5:E:226:GLY:O 5:E:229:VAL:HG22 1.88 0.74
12:7:18:THR:CG2 12:7:30:TYR:HA 2.18 0.74
3:C:164: THR:HG21 3:C:172:VAL:HG13 1.68 0.73
4:D:46:VAL:HG11 4:D:139:ALA:HB1 1.69 0.73
6:F:13:SER:HB2 7:G:130:ARG:HB3 1.69 0.73
5:S:198:SER:HA 5:S:201:LEU:HG 1.70 0.73
5:S:73:HIS:HE1 5:S:107:LEU:O 1.71 0.73
14:N:136:GLY:HA2 14:2:161:GLN:NE2 2.03 0.73
6:T:186:ALA:O 6:1:190:VAL:HG23 1.88 0.73
1:0:108:PRO:HG2 1:0:111:LEU:HB2 1.71 0.72
6:T:95:GLU:HG2 6:T:115:ARG:HB3 1.71 0.72
3:C:15:PHE:H 4:D:23:GLN:NE2 1.84 0.72
2:P:121:GLN:O 2:P:124:THR:HB 1.88 0.72
7:G:82:ILE:HG22 7:G:83:PRO:HD3 1.71 0.72
8:H:172:ASN:HD22 8:H:193: THR:HA 1.53 0.72
1:0:86:ARG:HE 7:U:118:ASN:HD21 1.36 0.72
12:7:18:THR:HG21 12:7:30:TYR:CD1 2.24 0.72
6:F:122:ALA:HA 6:F:125:LEU:HD12 1.70 0.72
7:G:77:-VAL:HG12 7:G:137:-THR:HB 1.69 0.72
13:M:110:LEU:HG 13:M:125:LEU:HD12 1.72 0.72
8:H:26:VAL:HG11 8:H:29:LYS:HG2 1.71 0.72
11:K:12:ILE:HB 11:K:178:VAL:HB 1.72 0.72
11:K:142:TYR:O 11:K:143:LYS:HD?2 1.89 0.72
8:H:163:1ILE:HG23 8:H:170:GLY:HA2 1.69 0.72
13:1:84:ALA:HA 13:1:113:VAL:HG21 1.70 0.72
13:M:141(C):ARG:HH11 | 13:M:141(C):ARG:HG3 1.55 0.71

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:P:124: THR:HG22 3:Q:130:ARG:HH21 1.56 0.71
2:B:120:LYS:HZ1 2:B:136:PHE:HD1 1.38 0.71
12:L:90:LYS:HD3 12:L:95:TYR:CE1 2.24 0.71
13:M:197: TRP:CH2 14:2:171:GLY:HA2 2.26 0.71
13:1:19:LEU:HD23 13:1:168:ARG:O 1.91 0.71
4:D:24:VAL:O 4:D:27:SER:HB3 1.91 0.71
2:B:52:ARG:HH22 2:B:63(A):SER:HB3 1.54 0.71
8:H:197:ARG:NH2 9:1:139:GLU:HG3 2.06 0.71
3:C:40:VAL:HG12 3:C:162:ALA:HB1 1.73 0.70
10:J:2:ILE:HD13 10:J:162:LEU:HD13 1.73 0.70
1:0:27:ALA:O 1:0:31:VAL:HG23 1.90 0.70
4:R:207:LEU:HD21 4:R:233:ILE:HG12 1.72 0.70
13:1:5:SER:HB3 13:1:14:ILE:HG13 1.73 0.70
14:2:114:PRO:HD2 14:2:118:SER:O 1.92 0.70
8:V:80:LEU:HD12 8:V:113:ILE:HD11 1.74 0.70
1:A:86:ARG:HE 7:G:118:ASN:HD21 1.40 0.70
5:5:143:LYS:HE3 13:1:78:TYR:OH 1.92 0.69
10:J:143:ARG:O 10:J:146:MET:HG3 1.91 0.69
6:F:170:GLN:H 6:F:170:GLN:CD 1.95 0.69
6:F:82:ILE:HB 6:F:83:PRO:HD3 1.73 0.69
3:Q:163:GLN:HE21 3:Q:164: THR:N 1.87 0.69
4:R:160:TYR:CD2 5:5:59:SER:HB3 2.27 0.69
12:1:153:LYS:HG2 8:V:201:GLN:HG2 1.75 0.69
14:N:114:PRO:HD2 14:N:118:SER:O 1.92 0.69
7:U:39:ALA:CB 7:U:48:VAL:HG12 2.21 0.69
5:5:132:TYR:O 5:5:153:PRO:HB3 1.92 0.69
12:L:18: THR:HG22 12:L:30:TYR:HA 1.73 0.69
7:U:96:ALA:HA 7:U:107:-MET:CE 2.22 0.69
6:T:13:SER:HB2 7:U:130:ARG:HB3 1.73 0.69
3:Q:190:VAL:O 3:Q:194:VAL:HG23 1.92 0.68
1:A:197:LEU:HD23 1:A:210:ILE:HD12 1.74 0.68
4:D:40:ILE:HD12 4:D:193:VAL:HG23 1.75 0.68
2:B:40:ILE:HD12 2:B:193:ALA:HB2 1.76 0.68
12:7:33:LYS:HD2 12:7:46:ASN:HD22 1.59 0.68
5:E:21:LEU:O 5:E:25:GLU:HG3 1.93 0.68
12:7:43:MET:HG3 12:7:101:ILE:HG22 1.76 0.68
7:G:49:ILE:HD12 7:G:49:ILE:N 2.07 0.68
1:A:130:ARG:HH21 7:G:124:THR:HG22 1.59 0.68
6:F:95:GLU:HG2 6:F:115:ARG:HB3 1.75 0.67
7:G:229:ILE:O 7:G:232:ARG:HB2 1.93 0.67
10:X:4:LEU:HD23 10:X:126:ALA:HB2 1.75 0.67
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
7:G:121:GLN:O 7:G:124:THR:HB 1.94 0.67
2:B:124: THR:CG2 3:C:130:ARG:HH21 2.07 0.67
12:1:114:ASP:HB2 12:1:118:SER:HB3 1.76 0.67
12:L:18:THR:HG21 12:L:30:TYR:CD1 2.29 0.67
12:L:33:LYS:HD2 12:1L:46:ASN:HD22 1.59 0.67
5:S:77:SER:OG 5:5:137:LEU:HB2 1.94 0.67
6:T:141:VAL:HG23 6:T:215:CYS:SG 2.35 0.67
3:C:71:ASP:HA 10:J:68:ILE:HD11 1.77 0.67
7:G:170:GLN:HE21 7:G:174: THR:HG23 1.60 0.67
8:V:35:HIS:HB3 8:V:56: THR:HG21 1.76 0.67
13:1:76:PRO:HD2 13:1:105:GLN:OE1 1.94 0.67
5:E:73:HIS:HE1 5:E:107:LEU:O 1.76 0.67
5:E:15:PHE:HB2 6:F:23:GLN:HE22 1.60 0.67
9:1:2:.ILE:HG21 9:1:130:ALA:HB3 1.75 0.67
10:X:45:PHE:HB3 10:X:99:VAL:HG12 1.76 0.66
10:J:15:ALA:HB2 10:J:155:LEU:HD11 1.76 0.66
4:D:97:VAL:HG21 11:K:65:LEU:CD1 2.25 0.66
1:A:121:GLN:O 1:A:124:THR:HB 1.95 0.66
7:G:39:ALA:CB 7:G:48:VAL:HG12 2.25 0.66
5:5:209(B): THR:H 5:S:209(E):ASN:HB2 1.60 0.66
7:G:184(G):GLU:HG2 7:G:188:LYS:HB3 1.76 0.66
8:H:112:SER:HB3 8:H:125:LEU:HD13 1.77 0.66
12:L:-6:PRO:HB2 13:M:91:ARG:NH1 2.11 0.66
4:D:186:LEU:O 4:D:190:GLU:HG3 1.96 0.66
10:J:7:ARG:HB3 10:J:12:VAL:HG22 1.78 0.66
7:U:229:ILE:O 7:U:232:ARG:HB2 1.95 0.66
7:U:233:LEU:O 7:U:236:ILE:HG13 1.96 0.66
12:7:103:GLY:HA2 12:7:178:VAL:HG11 1.75 0.66
2:B:13:THR:HA 16:B:256:HOH:O 1.95 0.66
5:E:198:SER:HA 5:E:201:LEU:HG 1.78 0.66
3:Q:40:VAL:HG12 3:Q:162:ALA:HB1 1.78 0.66
14:2:4:MET:HB3 14:2:126:ILE:HG22 1.77 0.65
13:1:80:PHE:CZ 13:1:111:ARG:HG2 2.32 0.65
4:D:177:LEU:HD22 5:E:58:LEU:HD22 1.77 0.65
10:J:43:MET:HG3 10:J:101:ILE:CG1 2.26 0.65
12:1:134:ILE:HG22 12:1:138:LEU:HD22 1.79 0.65
2:P:52:ARG:HH22 2:P:63(A):SER:HB3 1.62 0.65
12:1:140:ASN:ND2 9:W:161:ASN:HD21 1.95 0.65
14:N:67:- THR:HA 14:N:72:GLY:O 1.96 0.65
4:D:215:ILE:HG22 4:D:221:PHE:HD?2 1.63 0.64
11:Y:5:ALA:HA 11:Y:13:ILE:O 1.97 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
3:Q:141:PHE:HE2 3:Q:215:VAL:HG22 1.63 0.64
5:S5:207:LEU:HA 5:5:209(E):ASN:HD22 1.63 0.64
7:G:184(G):GLU:HG2 7:G:188:LYS:CB 2.27 0.64
6:T:38:ILE:HG22 6:T:164:ALA:CB 2.28 0.64
2:B:69:LYS:HG3 2:B:221:GLN:OE1 1.98 0.64
3:Q:76:LEU:HD12 3:Q:138:ILE:HG12 1.80 0.64
4:R:46:VAL:HG11 4:R:139:ALA:HB1 1.80 0.64
12:7:8:GLY:HA3 12:7:11:PHE:CE2 2.32 0.64
13:1:135:ASN:O 13:1:139:ARG:HG3 1.98 0.63
7:G:76:MET:SD 7:G:138:PHE:HE?2 2.19 0.63
3:Q:15:PHE:N 4:R:23:GLN:HE22 1.95 0.63
5:E:207:LEU:HA 5:E:209(E):ASN:HD22 1.62 0.63
6:T:221:HIS:HE1 6:1:223:PHE:CE1 2.15 0.63
13:1:4:ILE:HD11 13:1:159:MET:HG2 1.79 0.63
12:7:19:ARG:HD2 12:7:168:GLN:O 1.98 0.63
2:B:181:LYS:O 2:B:184:MET:HG3 1.97 0.63
8:H:195:ASN:HB3 12:7:192:LYS:HE3 1.79 0.63
14:2:3:ILE:HG22 14:2:16:ALA:CB 2.29 0.63
3:C:185:THR:HB 3:C:188:GLU:HG2 1.81 0.63
2:P:13:THR:HA 16:P:1519:HOH:O 1.99 0.63
11:Y:138:LEU:HD13 11:Y:158:SER:OG 1.99 0.63
7:G:77:VAL:CG1 7:G:137:THR:HB 2.28 0.63
5:5:107:LEU:HD11 5:5:111:ARG:HG2 1.80 0.63
10:J:35:ARG:O 10:J:42:LEU:HD12 1.98 0.62
6:T:170:GLN:CD 6:T1:170:GLN:H 2.02 0.62
11:Y:12:ILE:HB 11:Y:178:VAL:HB 1.81 0.62
6:1T:126: TYR:HE1 7:U:129:MET:SD 2.21 0.62
1:A:124: THR:HG22 2:B:130:ARG:HH21 1.63 0.62
5:5:92:LEU:HD11 5:S:112:ALA:HB1 1.81 0.62
6:1T:184:LEU:HD11 6:T:188:GLU:HB3 1.81 0.62
12:7:-6:PRO:HB2 13:1:91:ARG:NH1 2.13 0.62
12:L:18: THR:HG21 12:L:30:TYR:HD1 1.64 0.62
1:0:118:LYS:0O 1:0:122:GLU:HG3 2.00 0.62
7:U:184(G):GLU:HG2 7:U:188:LYS:CB 2.29 0.62
8:H:34:LEU:HD22 8:H:174:ASP:HB3 1.82 0.62
13:M:-6:GLN:O 13:M:-6:GLN:HG3 2.00 0.62
7:G:130:ARG:HG3 7:G:131:PRO:O 2.00 0.62
6:T:130:ARG:HG3 6:T:130:ARG:HH11 1.65 0.62
10:X:2:ILE:HD13 10:X:162:LEU:HD13 1.81 0.62
11:Y:113:VAL:HA 11:Y:118:THR:O 1.99 0.62
1:A:13:THR:HG22 1:A:21:LEU:HD22 1.82 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
8:V:26:VAL:CG1 8:V:29:LYS:HG2 2.29 0.62
1:A:112:LEU:O 1:A:116:VAL:HG23 2.00 0.61
1:0:130:ARG:HH21 7:U:124:THR:HG22 1.65 0.61
5:5:41:ARG:NH1 5:5:42:SER:O 2.33 0.61
1:0:130:ARG:HD3 7:U:13:THR:O 2.00 0.61
12:7:166:HIS:HD2 12:7:168:GLN:H 1.46 0.61
13:1:157:ASN:HD22 13:1:160:ARG:HH11 1.46 0.61
2:P:21:LEU:HD13 2:P:124: THR:HG23 1.82 0.61
2:P:99:TYR:HH 10:X:66: TYR:HH 1.45 0.61
1:A:186:LEU:O 1:A:190:1ILE:HG13 2.00 0.61
1:0:161:LYS:HD3 1:0:180: TRP:CH2 2.36 0.61
4:R:215:ILE:HG22 4:R:221:PHE:HD2 1.64 0.61
6:F:127:ASN:HD22 6:F:127:ASN:C 2.04 0.61
7:G:233:LEU:O 7:G:236:1LE:HG13 2.01 0.61
1:0:45:GLY:HA3 1:0:186:LEU:HD13 1.81 0.61
12:7:134:1ILE:HG22 12:7:138:LEU:HD22 1.81 0.61
11:K:142: TYR:C 11:K:143:LYS:HD?2 2.21 0.61
4:R:161:ASN:HB3 4:R:180: TRP:CE2 2.35 0.61
7:U:49:ILE:N 7:U:49:1LE:HD12 2.16 0.61
8:H:35:HIS:HB3 8:H:56: THR:HG21 1.82 0.61
5:E:143:LYS:HE3 13:M:78:TYR:OH 2.00 0.61
11:Y:73:ARG:NH2 11:Y:105:THR:HG22 2.16 0.61
2:P:120:LYS:HZ1 2:P:136:PHE:HD1 1.49 0.61
2:P:76:VAL:CG1 2:P:138:TYR:CD2 2.84 0.61
6:T:95:GLU:HG3 6:T:115:ARG:HH11 1.65 0.61
12:7:7:ALA:HB2 12:7:110:VAL:HG23 1.81 0.61
8:V:172:ASN:ND2 8:V:193: THR:HG22 2.16 0.60
1:0:197:LEU:CD2 1:0:210:ILE:HD12 2.30 0.60
12:7:8:GLY:HA3 12:7:11:PHE:CZ 2.35 0.60
9:1:4:VAL:HG23 9:1:126: VAL:HG12 1.84 0.60
13:M:157:ASN:ND2 13:M:160:ARG:HH11 2.00 0.60
4:R:197:LEU:O 4:R:201:MET:HG3 2.01 0.60
7:G:82:ILE:CG2 7:G:83:PRO:HD3 2.31 0.60
14:N:8:PHE:CE1 14:N:10:ASP:HB2 2.37 0.60
1:A:109: THR:O 1:A:113:VAL:HG23 2.01 0.60
5:S5:15:PHE:H 6:T:23:GLN:HE22 1.48 0.60
12:7:146:LEU:HD22 12:7:150:GLU:HG2 1.83 0.60
2:B:14:ILE:HG22 3:C:12.LEU:HD13 1.82 0.60
16:B:245:HOH:O 10:J:85:GLN:HB2 2.01 0.60
5:5:226:GLY:O 5:5:229:VAL:HG22 2.02 0.60
13:1:19:LEU:HD21 13:1:26:LEU:HD22 1.84 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
14:2:171:GLY:O 14:2:187(D):PRO:HG3 2.02 0.60
7:G:108:PRO:HB2 7:G:111:VAL:HG23 1.83 0.60
6:T:82:ILE:HB 6:T:83:PRO:HD3 1.83 0.60
10:X:32:ASP:0OD2 10:X:34: THR:HG22 2.01 0.60
13:1:110:LEU:HG 13:1:125:LEU:HD12 1.83 0.60
2:B:150:THR:O 2:B:157:TYR:HA 2.02 0.60
3:Q:15:PHE:H 4:R:23:GLN:NE2 1.97 0.60
13:M:112:TYR:O 13:M:119: THR:HA 2.02 0.60
R:V:113:ILE:HG12 &:V:119:THR:HG22 1.84 0.60
3:Q:68:SER:O 3:Q:75:VAL:HG12 2.00 0.59
13:1:186:PHE:HE1 13:1:188:LYS:HG3 1.66 0.59
13:1:57:ARG:HH11 13:1:57:ARG:HG2 1.66 0.59
3:Q:160: TRP:CE2 4:R:59:LEU:HD23 2.37 0.59
13:M:7:LYS:HD2 13:M:141(G):ILE:HD13 1.84 0.59
14:2:159:LEU:O 14:2:163:ILE:HG13 2.02 0.59
3:Q:182:PRO:0O 3:Q:184:ALA:N 2.36 0.59
4:D:39:GLY:HA2 4:D:47:VAL:O 2.02 0.59
4:D:46:VAL:O 4:D:214:CYS:HA 2.01 0.59
14:N:9:LYS:O 14:N:107:LYS:HD3 2.02 0.59
9:W:101:VAL:O 9:W:110:ILE:HA 2.03 0.59
1:0:79:SER:HB2 1:0:165:1LE:HD12 1.84 0.59
2:P:126:HIS:HB3 3:Q:129:VAL:HG12 1.85 0.59
9:I:6: MET:HG2 9:1:124:PHE:HB3 1.83 0.59
5:5:210:LEU:HB3 5:5:229:VAL:HG21 1.84 0.59
3:C:39:GLY:HA2 3:C:47:VAL:O 2.02 0.59
5:E:132:TYR:O 5:E:153:PRO:HB3 2.02 0.59
10:J:132:PHE:HA 11:Y:133:PHE:CE1 2.38 0.59
11:K:138:LEU:HD13 11:K:158:SER:OG 2.02 0.59
12:L:8:GLY:HA3 12:L:11:PHE:CZ 2.38 0.59
2:B:163:ILE:HG13 2:B:164:SER:N 2.18 0.58
10:X:133:TYR:CE2 10:X:166:MET:HG3 2.37 0.58
10:X:53:VAL:HB 16:Y:9089:HOH:O 2.03 0.58
7:U:69:CYS:O 7:U:93:LYS:HE2 2.02 0.58
13:1:152:GLU:O 13:1:156:VAL:HG23 2.03 0.58
3:C:172:VAL:HG23 3:C:196:SER:HB2 1.84 0.58
3:C:14:ILE:HB 4:D:23:GLN:NE2 2.18 0.58
1:0:130:ARG:HH11 1:0:130:ARG:HG3 1.69 0.58
2:P:107:ILE:HD11 2:P:111:1ILE:HG22 1.85 0.58
5:5:180(C):PHE:HA 5:5:180(F):ILE:HG13 1.85 0.58
12:L:140:ASN:ND2 9:W:161:ASN:ND2 2.51 0.58
13:M:152:GLU:O 13:M:156:VAL:HG23 2.03 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
14:N:163:ILE:HG23 14:N:170:GLY:HA2 1.85 0.58
5:S:67:ILE:HG21 5:S5:213:ALA:HB2 1.86 0.58
10:X:43:MET:HG3 10:X:101:1LE:HG12 1.86 0.58
13:M:84:ALA:HA 13:M:113:VAL:HG21 1.85 0.58
9:W:1:GLY:HA3 9:W:33:LYS:HE2 1.84 0.58
6:F:43:ASN:HD22 6:F:44:ASP:H 1.51 0.58
4:R:130:ARG:HG3 4:R:130:ARG:NH1 2.18 0.58
2:B:41:MET:HB2 2:B:148:LEU:HD22 1.84 0.58
8:V:78:SER:O R:V:82:MET:HG3 2.03 0.58
11:K:5:ALA:HA 11:K:13:ILE:O 2.04 0.58
12:L:166:HIS:HD2 12:1:168:GLN:H 1.49 0.58
3:Q:71:ASP:HA 10:X:68:ILE:CD1 2.33 0.58
8:V:105:ASP:HB2 8:V:105(A):PRO:CD 2.34 0.58
8:V:172:ASN:ND2 8:V:193:THR:HA 2.14 0.58
12:7:114:ASP:HB2 12:7:118:SER:HB3 1.84 0.58
3:C:197:LEU:HD13 3:C:210:ILE:HG23 1.85 0.58
4:D:97:VAL:HG21 11:K:65:LEU:HD12 1.86 0.58
14:N:157:HIS:HD2 14:N:187(J):LEU:HD13 1.68 0.58
10:X:-1:MET:HG2 10:X:1:ASP:H 1.68 0.58
10:X:43:MET:HG3 10:X:101:ILE:CG1 2.33 0.58
3:C:57:LYS:O 3:C:58:LEU:HB2 2.03 0.57
6:F:38:ILE:HG22 6:F:164:ALA:CB 2.33 0.57
5:E:75:GLY:HA3 5:E:221:PHE:CE2 2.38 0.57
14:N:55:ILE:HG23 14:N:86:LEU:HD12 1.86 0.57
3:Q:24:VAL:O 3:Q:27:ALA:HB3 2.04 0.57
6:1T:210:LEU:HD12 6:1:211:GLU:H 1.69 0.57
12:7:90:LYS:HD3 12:7:95:TYR:CZ 2.39 0.57
11:K:172:SER:HA 11:K:192:VAL:HG23 1.87 0.57
12:1:176:LEU:HG 12:1.:186:LYS:HG3 1.86 0.57
8:H:201:GLN:HG2 12:7:153:LYS:HG2 1.86 0.57
13:1:157:ASN:HD22 13:1:160:ARG:NH1 2.01 0.57
1:A:118:LYS:O 1:A:122:GLU:HG3 2.03 0.57
13:M:113:VAL:HA 13:M:118:VAL:O 2.05 0.57
14:2:3:ILE:HG22 14:2:16:ALA:HB2 1.86 0.57
3:C:175:PHE:CZ 3:C:195:ARG:HB3 2.39 0.57
4:R:180(C):HIS:O 4:R:184:LEU:HD12 2.04 0.57
14:2:49:ALA:O 14:2:53:GLN:HG3 2.04 0.57
1:A:197:LEU:CD2 1:A:210:ILE:HD12 2.34 0.57
5:5:52:LYS:HB3 5:5:63:TYR:HB3 1.86 0.57
6:F:130:ARG:HH11 6:F:130:ARG:HG3 1.70 0.57
5:S5:48:LEU:HB2 5:S5:213:ALA:HB3 1.87 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
12:7:21:ILE:HG22 12:7:26:1LE:HA 1.87 0.57
5:E:66:LYS:0O 5:E:77:SER:HA 2.05 0.57
6:F:78: TYR:HB3 6:F:136: THR:HG23 1.86 0.57
14:N:48:SER:HB3 14:N:51:ASP:HB2 1.86 0.57
2:P:69:LYS:HG3 2:P:221:GLN:OE1 2.03 0.57
3:Q:130:ARG:HGS3 3:Q:130:ARG:HH11 1.70 0.57
14:N:187(D):PRO:HA | 14:N:187(G):TYR:CE2 2.40 0.57
2:B:38:ILE:HD12 2:B:197:LEU:HG 1.85 0.56
3:C:182:PRO:O 3:C:184:ALA:N 2.38 0.56
5:E:208(C):VAL:O 5:E:226:GLY:HA2 2.05 0.56
6:F:95:GLU:HG3 6:F:115:ARG:HH11 1.70 0.56
5:5:21:LEU:O 5:S:25:GLU:HG3 2.04 0.56
3:Q:141:PHE:CE2 3:Q:215:VAL:HG22 2.40 0.56
8:V:112:SER:HB3 8:V:125:LEU:HD13 1.86 0.56
1:0:130:ARG:HH21 7:U:124:THR:CG2 2.18 0.56
2:P:76:VAL:HG11 2:P:138:TYR:CD2 2.40 0.56
3:Q:76:LEU:HD12 3:Q:138:ILE:CG1 2.35 0.56
3:Q:79:SER:OG 3:Q:165:ILE:HG13 2.05 0.56
12:7:129:ALA:HB1 12:7:166:HIS:CE1 2.39 0.56
5:E:47:-VAL:HG23 5:E:189:LEU:HD13 1.88 0.56
8:V:103:GLY:HA2 8:V:178:MET:SD 2.46 0.56
2:B:21:LEU:HD13 2:B:124: THR:HG23 1.87 0.56
3:C:156:ILE:HD12 4:D:83:ALA:HB2 1.85 0.56
3:C:160: TRP:CE2 4:D:59:LEU:HD23 2.40 0.56
1:0:188:ASP:O 1:0:191:HIS:HB3 2.05 0.56
9:W:156:SER:O 9:W:160:LEU:HB2 2.06 0.56
14:2:8:PHE:HA 16:2:2032:HOH:O 2.05 0.56
3:C:134:VAL:HG12 3:C:135:SER:N 2.20 0.56
14:N:133:PHE:HE2 14:N:166:ASP:HB2 1.69 0.56
1:0:42:ALA:HB1 1:0:184:LEU:O 2.06 0.56
5:E:81:LEU:HB2 5:E:133:GLY:O 2.06 0.56
12:L:90:LYS:HD3 12:L:95:TYR:CZ 2.40 0.56
7:G:179:HIS:NE2 7:G:192:PHE:HE2 2.04 0.56
13:M:53:GLN:O 13:M:56:GLU:HB2 2.06 0.56
8:V:116:HIS:HB2 16:V:2053:HOH:O 2.06 0.56
1:0:15:PHE:H 2:P:23:GLN:HE22 1.53 0.56
8:V:206:PHE:CZ 9:W:157:GLN:HG3 2.41 0.56
7:G:12:ILE:HG13 7:G:14:ILE:HG23 1.88 0.56
2:P:141:TYR:CE2 2:P:145:GLY:HA2 2.40 0.56
2:P:81:LEU:HD23 2:P:133:GLY:HA3 1.88 0.56
6:F:210:LEU:HD12 6:F:211:GLU:H 1.70 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
3:Q:46:VAL:HG22 3:Q:146:PRO:HB2 1.87 0.56
12:1.:129:ALA:HB1 12:1.:166:HIS:CE1 2.41 0.55
11:K:4:LEU:HD13 11:K:15:ALA:O 2.05 0.55
4:R:163:LYS:HG3 4:R:164:ALA:N 2.21 0.55
5:5:66:LYS:O 5:S:77:SER:HA 2.05 0.55
1:A:130:ARG:HH11 1:A:130:ARG:HG3 1.71 0.55
3:C:140:GLY:HA2 3:C:215:VAL:HG21 1.88 0.55
7:G:59:LEU:O 7:G:61:PRO:HD3 2.06 0.55
6:T:49:ALA:HA 6:T:211:GLU:O 2.07 0.55
8:V:126:SER:O 8:V:127:LEU:HD23 2.06 0.55
5:5:52:LYS:CB 5:5:63:TYR:HB3 2.37 0.55
7:U:10:ARG:HG2 7:U:22:TYR:CD2 2.41 0.55
10:X:75:SER:HB2 16:X:2291:HOH:O 2.05 0.55
4:R:97:-VAL:HG21 11:Y:65:LEU.CD1 2.37 0.55
1:A:15:PHE:H 2:B:23:GLN:HE22 1.54 0.55
5:E:207(B): THR:H 5:E:209(E):ASN:HB2 1.69 0.55
7:G:150:LYS:O 7:G:157:-TYR:HA 2.06 0.55
11:Y:105(B):LYS:H 11:Y:105(B):LYS:CD 2.12 0.55
14:2:20: THR:0G1 14:2:28:ASN:HB3 2.06 0.55
6:F:221:HIS:HE1 6:F:223:PHE:CE1 2.24 0.55
6:F:35: THR:HG21 6:F:51:GLU:O 2.07 0.55
7:G:79:ASN:OD1 7:G:165: THR:HB 2.07 0.55
6:T:127:ASN:HD22 6:T:127:ASN:C 2.09 0.55
1:A:67:VAL:HG11 1:A:213:ALA:CB 2.37 0.55
11:K:4:LEU:CD1 11:K:159:ILE:HD11 2.37 0.55
12:7:140:ASN:O 12:7:144:PHE:HA 2.07 0.55
7:G:207:-LYS:HG3 7:G:208:ASN:OD1 2.07 0.55
7:G:198:ILE:HG23 7:G:203:THR:O 2.07 0.55
13:M:184:LEU:HD21 13:M:186:PHE:HB2 1.88 0.55
4:D:215:ILE:HG22 4:D:221:PHE:CD2 2.42 0.55
4:R:39:GLY:HA2 4:R:47:VAL:O 2.07 0.55
8:V:66:HIS:O 8:V:70:THR:HG23 2.07 0.55
4:D:160: TYR:CE1 4:D:163:LYS:HD3 2.42 0.54
10:X:143:ARG:O 10:X:146:MET:HG3 2.07 0.54
8:H:165:ASN:OD1 13:1:136:PRO:HA 2.08 0.54
10:J:178:VAL:HG22 10:J:184:ILE:HG12 1.89 0.54
3:Q:71:ASP:HA 10:X:68:ILE:HD11 1.89 0.54
7:U:136:LEU:O 7:U:150:LYS:HA 2.07 0.54
8:H:172:ASN:HB3 8:H:192:LEU:O 2.07 0.54
6:T:187:ARG:HH11 6:T:187:ARG:HG3 1.71 0.54
7:U:77:VAL:HG12 7:U:137:THR:HB 1.89 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
10:J:3:ILE:HG22 10:J:100:LEU:CD1 2.38 0.54
5:S:198:SER:HA 5:S5:201:LEU:CG 2.38 0.54
7:U:179(D):SER:O 7:U:179(E):LYS:HB2 2.07 0.54
1:A:41:LYS:HG3 1:A:46:VAL:HG22 1.88 0.54
2:B:185:LYS:HD3 2:B:186:VAL:N 2.23 0.54
4:D:112:LEU:O 4:D:116:VAL:HG23 2.07 0.54
12:1:93:PHE:N 12:1.:94:PRO:HD3 2.23 0.54
14:N:14:LEU:HD11 14:N:102:ALA:HB3 1.90 0.54
1:0:12:LEU:HD12 1:0:129:VAL:O 2.07 0.54
10:X:133:TYR:CZ 10:X:166:MET:HG3 2.43 0.54
3:C:35:THR:HB 3:C:51:GLU:HG3 1.89 0.54
11:K:8:PHE:HA 11:K:144: TRP:CE3 2.43 0.54
8:V:197:ARG:HH21 9:W:139:GLU:HG3 1.73 0.54
4:D:179:GLU:HB3 4:D:192:LEU:HD21 1.90 0.54
4:D:194:LEU:HD22 4:D:212:LEU:HD11 1.89 0.54
12:7:133:LEU:HD12 12:7:133:LEU:N 2.22 0.54
14:2:15:GLY:HA2 14:2:174:ARG:O 2.08 0.54
14:2:48:SER:HB3 14:2:51:ASP:HB2 1.89 0.54
6:F:187:ARG:HG3 6:F:187:ARG:HH11 1.73 0.54
7:G:45:CYS:0O 7:G:146:PRO:HB3 2.08 0.54
2:P:71:ASN:ND2 2:P:72:ASP:N 2.56 0.54
4:R:113:THR:HG23 4:R:138:ILE:HD12 1.89 0.54
5:5:52:LYS:HD2 5:5:63:TYR:O 2.08 0.54
2:P:87:ILE:O 2:P:91: THR:HG23 2.08 0.54
6:F:49:ALA:HA 6:F:211:GLU:O 2.08 0.54
13:M:57:ARG:HH11 13:M:57:ARG:HG2 1.72 0.54
14:N:175:MET:HB2 14:N:187:LEU:HB2 1.90 0.54
3:Q:164:THR:HG21 3:Q:172:VAL:HG13 1.90 0.54
9:W:79:PHE:O 9:W:83:VAL:HG23 2.08 0.54
16:R:2121:HOH:O 12:7:70:HIS:HE1 1.90 0.54
3:C:151:THR:HG22 3:C:157:TYR:HB3 1.90 0.53
4:D:130:ARG:NH1 4:D:130:ARG:HG3 2.22 0.53
13:M:42:VAL:CG2 13:M:178:1ILE:HD11 2.38 0.53
7:U:130:ARG:HG3 7:U:131:PRO:O 2.09 0.53
7:U:139:VAL:HA 7:U:147:SER:O 2.08 0.53
13:1:4:ILE:HD11 13:1:159:MET:SD 2.48 0.53
6:T:38:ILE:HG12 6:1T:197:ILE:HD11 1.89 0.53
3:C:45:CYS:HA 3:C:141:PHE:HZ 1.73 0.53
1:0:78:TYR:CE2 1:0:82:GLY:HA2 2.44 0.53
6:T:38:ILE:HG22 6:T:164:ALA:HB1 1.89 0.53
6:T:43:ASN:HD22 6:T:44:ASP:N 2.06 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
8:V:128:GLY:O 8:V:131:SER:HB2 2.07 0.53
3:C:130:ARG:HH11 3:C:130:ARG:HG3 1.73 0.53
14:N:161:GLN:NE2 14:2:136:GLY:HA2 2.15 0.53
3:C:175:PHE:CD2 3:C:196:SER:HB3 2.44 0.53
5:E:150:GLU:O 5:E:157:VAL:HA 2.09 0.53
9:I:79:PHE:O 9:1:82:LEU:HB3 2.09 0.53
3:Q:35:THR:HB 3:Q:51:GLU:HG3 1.90 0.53
4:R:215:1ILE:HG13 4:R:215:1LE:O 2.08 0.53
6:F:126: TYR:HE1 7:G:129:MET:SD 2.31 0.53
10:J:68:ILE:HG22 10:J:69:ARG:N 2.23 0.53
1:0:41:LYS:HG3 1:0:46:VAL:HG22 1.89 0.53
5:S:75:GLY:HA3 5:5:221:PHE:CZ 2.43 0.53
5:5:48:.LEU:HD13 5:5:77:SER:HB3 1.91 0.53
7:U:9:ASP:HA 7:U:14:ILE:HD11 1.91 0.53
1:0:82:GLY:O 1:0:85:TYR:HB3 2.09 0.53
5:S:15:PHE:HB2 6:T:23:GLN:HE22 1.73 0.53
1:0:86:ARG:HH21 7:U:118:ASN:ND2 2.03 0.53
1:0:23:GLN:OE1 7:U:15:PHE:HB2 2.09 0.53
1:A:49:ALA:HB2 1:A:212:LEU:HG 1.91 0.53
3:C:57:LYS:HD2 3:C:58:LEU:N 2.24 0.53
5:E:180(C):PHE:HA 5:E:180(F):ILE:HG13 1.90 0.53
10:J:15:ALA:HB2 10:J:155:LEU:CD1 2.39 0.53
1:0:121:GLN:O 1:0:124: THR:HB 2.09 0.53
7:U:13:THR:HB 7:U:124: THR:O 2.09 0.53
6:F:39:GLY:HA2 6:F:47:VAL:O 2.09 0.53
3:Q:156:ILE:HD12 4:R:83:ALA:HB2 1.90 0.53
8:V:16:ALA:HA 8:V:159:ILE:HD12 1.91 0.53
13:1:53:GLN:O 13:1:56:GLU:HB2 2.09 0.53
4:D:46:VAL:HG11 4:D:139:ALA:CB 2.35 0.53
4:D:85:ALA:O 4:D:89:ILE:HG12 2.10 0.53
7:G:49:ILE:HD13 7:G:193:ALA:HB1 1.91 0.53
2:P:76:VAL:HG12 2:P:138:TYR:CD2 2.44 0.53
12:7:166:HIS:HE1 16:7:1689:HOH:O 1.92 0.53
13:1:141(C):ARG:CG | 13:1:141(C):ARG:HH11 2.19 0.52
1:A:67:VAL:HG11 1:A:213:ALA:HB2 1.91 0.52
3:C:163:GLN:HG3 3:C:164: THR:N 2.24 0.52
8:V:197:ARG:NH2 9:W:139:GLU:HG3 2.24 0.52
13:1:113:VAL:HA 13:1:118:VAL:O 2.09 0.52
4:D:75:GLY:HA3 4:D:221:PHE:CD2 2.45 0.52
10:J:32:ASP:0OD2 10:J:34:THR:HG22 2.08 0.52
6:T:43:ASN:HD22 6:T:44:ASP:H 1.57 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
12:L:192:LYS:HE3 8:V:195:ASN:HB3 1.91 0.52
10:J:11:SER:HB3 10:J:179:ASP:HB3 1.92 0.52
11:K:48:GLY:N 11:K:96:SER:O 2.40 0.52
4:R:177:LEU:HD22 5:S:58:LEU:HD22 1.91 0.52
4:D:160:TYR:CZ 4:D:163:LYS:HD3 2.44 0.52
10:J:20:VAL:HG11 11:K:120:LEU:HD11 1.90 0.52
1:0:197:LEU:HD23 1:0:210:ILE:HD12 1.91 0.52
6:T:194:ALA:HA 6:T:210:LEU:HD21 1.91 0.52
10:X:129:TYR:HA 10:X:132:PHE:HD2 1.74 0.52
16:P:1497:HOH:O 10:X:85:GLN:HB2 2.10 0.52
9:I:137:-MET:HE3 9:1:141:LEU:HD11 1.90 0.52
10:J:45:PHE:HB3 10:J:99:VAL:HG12 1.90 0.52
14:N:36:ARG:HG2 14:N:38:HIS:O 2.10 0.52
1:0:67:VAL:HG11 1:0:213:ALA:CB 2.40 0.52
7:U:12:ILE:HG13 7:U:14:1ILE:HG23 1.91 0.52
6:F:192:GLN:HA 6:F:192:GLN:NE2 2.25 0.52
6:F:43:ASN:HD22 6:F:44:ASP:N 2.08 0.52
8:H:103:GLY:HA2 8:H:178: MET:SD 2.48 0.52
11:K:195:LEU:O 11:K:199:VAL:HG23 2.10 0.52
4:R:179:GLU:HB3 4:R:192:LEU:HD21 1.91 0.52
10:X:44:SER:OG 10:X:100:LEU:HB2 2.10 0.52
2:B:13:THR:O 3:C:130:ARG:HD3 2.10 0.52
5E:74:MET:HE2 5:E:109:VAL:HG22 1.90 0.52
11:K:4:LEU:HD11 11:K:15:ALA:HB3 1.91 0.52
3:Q:40:VAL:HG23 3:Q:189:CYS:SG 2.50 0.52
5:E:111:ARG:HG2 5:E:111:ARG:HH11 1.75 0.52
14:N:4:MET:HB3 14:N:126:1LE:HG22 1.91 0.52
2:P:89:ILE:O 2:P:92:ALA:HB3 2.10 0.52
7:U:184(G):GLU:HG2 7:U:188:LYS:HB3 1.92 0.52
1:A:21:LEU:HD13 1:A:24:ILE:HD12 1.92 0.52
4:D:49:GLY:HA2 4:D:211:GLN:O 2.09 0.52
5:E:31:ILE:HD11 5:E:153:PRO:HD2 1.91 0.52
7:G:47:-VAL:HG12 7:G:48:VAL:N 2.25 0.52
11:K:4:LEU:HD12 11:K:159:ILE:HD11 1.91 0.52
13:M:172:ASN:HA 13:M:190:LEU:O 2.10 0.52
6:T:238:LYS:NZ 6:T:239:GLU:HG3 2.24 0.52
13:M:147:THR:0G1 13:M:150:VAL:HG23 2.10 0.51
1:0:180: TRP:HA 1:0:184:LEU:HD11 1.92 0.51
3:Q:159:SER:O 4:R:59:LEU:HD22 2.10 0.51
5:5:16:SER:HB3 5:5:22:PHE:HE2 1.76 0.51
5:E:15:PHE:HB2 6:F:23:GLN:NE2 2.25 0.51

Continued on next page...




Page 34

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
11:K:133:PHE:CE1 10:X:132:PHE:HA 2.46 0.51
12:1L:15:ALA:HB1 12:1L:173:LEU:HD11 1.92 0.51
4:R:112:LEU:O 4:R:115:SER:HB3 2.10 0.51
4:R:51:GLU:OE1 4:R:53:ARG:HB2 2.10 0.51
5:5:45:HIS:HB2 5:5:189:LEU:HD12 1.92 0.51
13:M:139:ARG:HH11 8:V:165:ASN:ND2 2.09 0.51
12:L:30: TYR:HB3 16:1.:9110:HOH:O 2.10 0.51
13:M:8: TYR:CE2 13:M:148:VAL:HG22 2.44 0.51
7:U:67:1ILE:HG12 7:U:7T7:VAL:HG23 1.93 0.51
9:W:159:LEU:HD23 9:W:173:ALA:HB1 1.92 0.51
5:E:48:LEU:HB2 5:E:213:ALA:HB3 1.92 0.51
6:F:180(E):GLU:HG3 6:F:180(F):GLY:H 1.75 0.51
13:M:161:VAL:O 13:M:164: TYR:HB2 2.10 0.51
6:T:122:ALA:HA 6:T:125:LEU:HD12 1.93 0.51
1:A:86:ARG:HH21 7:G:118:ASN:HD22 1.58 0.51
11:K:6:PHE:CE2 11:K:13:ILE:HB 2.46 0.51
14:N:157:HIS:CD2 14:N:187(J):LEU:HD13 2.46 0.51
5:5:47:VAL:HG23 5:5:189:LEU:HD13 1.92 0.51
5:5:70:CYS:SG 5:5:92:LEU:HD23 2.50 0.51
13:1:186:PHE:CE1 13:1:188:LYS:HG3 2.46 0.51
3:C:71:ASP:HA 10:J:68:ILE:CD1 2.39 0.51
7:G:48:VAL:HG23 7:G:48:VAL:O 2.10 0.51
6:T:203:GLU:HA 6:T:206:LYS:HB3 1.93 0.51
3:C:40:VAL:HA 3:C:162:ALA:HA 1.92 0.51
5:E:139:ILE:HA 5:E:147:HIS:O 2.11 0.51
5:E:194:VAL:O 5:E:197:ILE:HG22 2.11 0.51
3:Q:38:VAL:HG22 3:Q:39:GLY:N 2.25 0.51
1:A:13:THR:O 2:B:130:ARG:HD3 2.10 0.51
10:J:76:PRO:HD2 16:J:254:HOH:O 2.11 0.51
11:K:111:TYR:CE1 11:K:121:LYS:HB2 2.45 0.51
11:K:3: THR:O 11:K:126:CYS:HA 2.10 0.51
1:0:124:THR:CG2 2:P:130:ARG:HH21 2.21 0.51
3:Q:100:ARG:NH1 3:Q:106:PRO:HB3 2.25 0.51
3:Q:57:LYS:O 3:Q:58:LEU:HB2 2.11 0.51
13:1:9:ASP:CB 13:1:144:PRO:HA 2.41 0.51
3:C:49:GLY:C 3:C:50:CYS:SG 2.89 0.51
10:J:7:ARG:CB 10:J:12:VAL:HG22 2.40 0.51
12:L:166:HIS:CD2 12:1:168:GLN:H 2.28 0.51
16:M:236:HOH:O 14:N:116:GLY:HA3 2.10 0.51
8:H:5:GLY:HA3 &:H:110:LEU:HD11 1.93 0.51
9:1:99:PRO:HB2 9:1:113:PHE:CD2 2.45 0.51
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12:1.:140:ASN:O 12:L:144:PHE:HA 2.10 0.51
7:U:105:TYR:OH 8:V:66:HIS:HE1 1.94 0.51
13:1:45:ILE:HG23 13:1:99:ILE:HG12 1.93 0.50
8:H:128:GLY:O 8:H:131:SER:HB2 2.10 0.50
13:1:157:ASN:ND2 13:1:160:ARG:NH1 2.58 0.50
4:R:52:LYS:HE3 4:R:211:GLN:HB2 1.93 0.50
4:D:161:ASN:HB3 4:D:180: TRP:CE2 2.46 0.50
9:1:113:PHE:CD2 9:1:113:PHE:N 2.79 0.50
3:Q:49:GLY:C 3:Q:50:CYS:SG 2.90 0.50
6:T:237:GLN:O 6:T:240:1LE:HG22 2.10 0.50
6:T:36:THR:HA 6:T:165:THR:O 2.10 0.50
9:1:161:ASN:HD21 12:7:140:ASN:ND2 2.09 0.50
6:F:36: THR:HG22 6:F:51:GLU:OE2 2.12 0.50
7:G:192:PHE:CD1 7:G:192:PHE:C 2.85 0.50
13:M:27:ARG:HD3 13:M:28:PHE:CE2 2.46 0.50
10:X:103:GLY:HA2 10:X:178:VAL:HG11 1.93 0.50
5:E:162:GLY:O 5:E:163: THR:HB 2.10 0.50
8:H:113:ILE:HG12 8:H:119:THR:HG22 1.93 0.50
12:L:7:ALA:HB2 12:1L:110:VAL:HG23 1.94 0.50
12:L:166:HIS:HD2 12:1:168:GLN:N 2.09 0.50
5:5:24:VAL:O 5:S5:27:ALA:HB3 2.12 0.50
2:B:71:ASN:ND2 2:B:72:ASP:H 2.10 0.50
10:J:21: THR:O 10:J:22:ARG:HD3 2.12 0.50
13:M:-5:PRO:HD3 13:M:96: TRP:CE2 2.46 0.50
9:W:22:SER:O 9:W:23:GLN:HB2 2.12 0.50
13:1:-5:PRO:HD3 13:1:96: TRP:CE2 2.47 0.50
11:K:113:VAL:HA 11:K:118:THR:O 2.11 0.50
7:U:82:ILE:HG22 7:U:83:PRO:HD3 1.92 0.50
12:L:165:ARG:HA 8:V:26:VAL:HB 1.94 0.50
3:C:238:GLN:C 3:C:240:LYS:H 2.14 0.50
11:K:10:GLY:O 11:K:177:HIS:NE2 2.42 0.50
14:N:3:ILE:HG22 14:N:16:ALA:CB 2.42 0.50
14:N:99:ILE:HG22 14:N:100:ILE:N 2.26 0.50
3:Q:134:VAL:HG12 3:Q:135:SER:N 2.26 0.50
6:T:52:LYS:HD2 6:T:211:GLU:OE2 2.12 0.50
6:T:41:LYS:HA 6:T:46:VAL:HG12 1.93 0.50
4:D:180(C):HIS:O 4:D:184:LEU:HD12 2.12 0.50
10:J:-1:MET:HG2 10:J:1:ASP:H 1.76 0.50
9:W:77:GLU:H 9:W:77:GLU:CD 2.15 0.50
10:X:35:ARG:O 10:X:42:LEU:HD12 2.11 0.50
3:C:49:GLY:HA3 3:C:212:ILE:HD13 1.94 0.49

Continued on next page...




Page 36

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
3:C:159:SER:O 4:D:59:LEU:HD22 2.11 0.49
10:J:113:ILE:HA 10:J:118:THR:O 2.12 0.49
3:Q:49:GLY:CA 3:Q:212:ILE:HD13 2.41 0.49
3:Q:28:LEU:O 3:Q:31:VAL:HB 2.12 0.49
10:X:146:MET:HE2 10:X:150:GLU:C 2.32 0.49
11:Y:142:TYR:C 11:Y:143:LYS:HD2 2.32 0.49
2:B:163:ILE:HG13 2:B:164:SER:H 1.78 0.49
13:M:76:PRO:HD2 13:M:105:GLN:OE1 2.11 0.49
1:0:84:ASP:CG 1:0:130:ARG:HH22 2.15 0.49
5:5:162:GLY:O 5:5:163: THR:HB 2.12 0.49
7:U:220:LYS:HG2 7:U:221:PHE:N 2.27 0.49
7:G:197:MET:HG2 7:G:205:PHE:CE1 2.48 0.49
13:M:141(C):ARG:HH11 | 13:M:141(C):ARG:CG 2.24 0.49
13:M:42:VAL:HG23 13:M:178:ILE:HD11 1.94 0.49
1:0:67:VAL:HG11 1:0:213:ALA:HB2 1.94 0.49
3:Q:49:GLY:HA3 3:Q:212:ILE:HD13 1.94 0.49
4:R:32:LYS:O 4:R:167:SER:HA 2.12 0.49
7:U:49:1LE:HD13 7:U:193:ALA:HB1 1.94 0.49
8:V:132:LEU:N 8:V:132:LEU:HD12 2.27 0.49
13:1:-6:GLN:O 13:1:-6:GLN:HG3 2.12 0.49
5:E:179:THR:HG22 5:E:180(B): THR:HB 1.93 0.49
14:N:14:LEU:HD23 14:N:44:CYS:SG 2.52 0.49
6:T:169:ARG:O 6:T:173:LYS:HG3 2.13 0.49
1:A:86:ARG:HE 7:G:118:ASN:ND2 2.10 0.49
5:E:231:LYS:HD2 5:E:231:LYS:H 1.77 0.49
5:E:66:LYS:HD3 16:E:294:HOH:O 2.12 0.49
7:G:80:GLY:HA3 7:G:134:VAL:HG12 1.93 0.49
11:K:73:ARG:NH2 11:K:105: THR:HG22 2.28 0.49
13:M:186:PHE:HE1 13:M:188:LYS:HG3 1.77 0.49
2:B:194:LEU:HD13 2:B:233:LEU:HD12 1.94 0.49
4:D:215:ILE:O 4:D:215:ILE:HG13 2.13 0.49
5:E:76:LEU:O 5:E:76:LEU:HD23 2.13 0.49
2:P:71:ASN:ND2 2:P:72:ASP:H 2.11 0.49
7:U:158:VAL:HG22 7:U:159:GLY:N 2.27 0.49
12:7:19:ARG:HG2 12:7:21:1LE:HG23 1.94 0.49
13:1:55:ILE:HD13 13:1:99:ILE:HD11 1.93 0.49
4:D:207:LEU:CD2 4:D:233:ILE:HG12 2.40 0.49
4:D:75:GLY:HA3 4:D:221:PHE:CE2 2.46 0.49
8:H:26:VAL:CG1 &:H:29:LYS:HG2 2.40 0.49
2:P:163:1ILE:HG13 2:P:164:SER:N 2.26 0.49
4:R:67:ILE:HG22 4:R:221:PHE:HZ 1.78 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
13:1:7:LYS:HD2 13:1:141(G):ILE:HD13 1.95 0.49
5:E:130:ARG:HH11 5:E:130:ARG:HG3 1.76 0.49
11:K:1: THR:HG23 11:K:33:LYS:NZ 2.28 0.49
2:P:39:GLY:O 2:P:148:LEU:HD21 2.12 0.49
13:1:19:LEU:HD11 13:1:26:LEU:HB3 1.95 0.49
14:2:175:MET:HB2 14:2:187:LEU:HB2 1.95 0.49
1:A:147(A):SER:HB2 1:A:149:TYR:CE2 2.48 0.49
4:D:52:LYS:HE3 4:D:211:GLN:HB2 1.93 0.49
5:E:198:SER:HA 5:E:201:LEU:CD1 2.43 0.49
9:1:126: VAL:HG11 9:1:134:LEU:HB3 1.94 0.49
2:P:64: THR:HG21 16:W:9048:HOH:O 2.11 0.49
2:P:76:VAL:CG1 2:P:138:TYR:HD2 2.25 0.49
3:Q:57:LYS:HD2 3:Q:58:LEU:N 2.28 0.49
11:Y:4:LEU:HD13 11:Y:159:ILE:HD11 1.95 0.49
4:D:81:LEU:N 4:D:133:GLY:O 2.42 0.49
14:N:159:LEU:O 14:N:163:1LE:HG13 2.13 0.49
2:P:124:THR:CG2 3:Q:130:ARG:HH21 2.24 0.49
3:Q:216:LYS:HB2 3:QQ:220:ASP:HB3 1.94 0.49
5:5:161:TYR:CD1 5:5:180(D):ILE:HD13 2.47 0.49
5:5:53:ARG:O 5:5:63:TYR:HA 2.13 0.49
5:S:77:SER:O 5:5:136:LEU:HA 2.13 0.49
4:D:215:1LE:CG2 4:D:221:PHE:HD?2 2.25 0.48
16:A:265:HOH:O 8:H:69: TYR:HA 2.12 0.48
4:R:186:LEU:O 4:R:190:GLU:HG3 2.12 0.48
14:2:163:ILE:HD12 14:2:187(G):TYR:CE1 2.48 0.48
3:C:76:LEU:HD12 3:C:138:ILE:HG12 1.95 0.48
5:E:161:TYR:CD1 5:E:180(D):ILE:HD13 2.48 0.48
5:E:52:LYS:HE3 5:E:209(D):ASP:O 2.12 0.48
13:M:165:ARG:HD3 8:V:139:GLU:OE1 2.13 0.48
8:V:20:SER:HB2 8:V:31:CYS:SG 2.54 0.48
12:7:113:PHE:CD1 12:7:113:PHE:N 2.80 0.48
7:U:192:PHE:C 7:U:192:PHE:CD1 2.86 0.48
7:U:38:LEU:HD12 7:U:39:ALA:N 2.28 0.48
12:7:100:ILE:HG22 12:7:101:ILE:N 2.27 0.48
1:A:161:LYS:HD3 1:A:180: TRP:CH2 2.49 0.48
2:B:62:ASP:HA 2:B:226:PRO:HG2 1.95 0.48
4:D:185:THR:0G1 4:D:188:GLU:HG3 2.13 0.48
7:G:136:LEU:O 7:G:150:LYS:HA 2.14 0.48
12:1:166:HIS:CD2 12:L:168:GLN:HB2 2.48 0.48
8:V:90:TYR:O 8:V:93:GLY:N 2.47 0.48
2:P:121:GLN:C 2:P:121:GLN:NE2 2.67 0.48
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16:0:1998:HOH:O 8:V:69:TYR:HA 2.14 0.48
14:2:134:1LE:HD12 14:2:158:SER:HB3 1.93 0.48
1:A:85:TYR:O 1:A:89:VAL:HG23 2.14 0.48
2:B:141:TYR:CD1 2:B:142:ASP:N 2.82 0.48
2:B:46:ILE:CG2 2:B:148:LEU:HD13 2.44 0.48
2:B:71:ASN:ND2 2:B:72:ASP:N 2.62 0.48
3:C:172:VAL:CG2 3:C:196:SER:HB2 2.43 0.48
4:D:174:ALA:O 4:D:177:LEU:HB2 2.13 0.48
6:F:175:GLU:CD 6:F:199:LEU:HD23 2.34 0.48
6:F:35: THR:CG2 6:F:36:THR:N 2.77 0.48
5:3:52:LYS:HE3 5:5:209(D):ASP:O 2.14 0.48
7:U:186:TRP:O 7:U:190:VAL:HG23 2.13 0.48
7:U:188:LYS:HD3 7:U:191:GLU:OE2 2.14 0.48
9:W:99:PRO:HB2 9:W:113:PHE:CD2 2.48 0.48
16:A:272:HOH:O 7:G:128: TYR:HD2 1.97 0.48
8:H:34:LEU:HB2 16:H:373:HOH:O 2.12 0.48
4:R:49:GLY:HA2 4:R:211:GLN:O 2.13 0.48
5:5:130:ARG:HG3 5:S:130:ARG:HH11 1.77 0.48
6:T:136: THR:O 6:T:150:MET:HA 2.14 0.48
2:P:53:LYS:HG2 2:P:54:VAL:HG23 1.95 0.48
5:S5:20:ARG:HB3 5:5:25:GLU:OE2 2.14 0.48
6:T:192:GLN:NE2 6:T:192:GLN:HA 2.29 0.48
14:2:14:LEU:O 14:2:175:MET:HA 2.14 0.48
1:A:111:LEU:HD23 1:A:111:LEU:HA 1.69 0.48
3:C:232:TYR:O 3:C:236:ILE:HG13 2.12 0.48
5:E:190:ILE:HD13 5:E:212:ILE:HG21 1.96 0.48
11:K:103:GLY:O 11:K:109: THR:N 2.44 0.48
3:Q:172:VAL:HG23 3:Q:196:SER:HB2 1.96 0.48
5:E:24:VAL:O 5:E:27:ALA:HB3 2.13 0.48
11:K:86:LEU:O 11:K:89:GLN:HB2 2.13 0.48
14:N:14:LEU:O 14:N:175:MET:HA 2.13 0.48
16:0:2073:HOH:O 7:U:128:TYR:HD2 1.96 0.48
7:U.67:ILE:HD12 7:U:211:GLU:HG2 1.96 0.48
8:V:175:VAL:HG12 8:V:176:CYS:N 2.29 0.48
12:7:18:THR:O 12:7:18: THR:HG22 2.13 0.48
3:C:100:ARG:NH1 3:C:106:PRO:HB3 2.29 0.47
2:B:15:PHE:H 3:C:23:GLN:HE22 1.62 0.47
3:C:24:VAL:O 3:C:27:ALA:HB3 2.13 0.47
5:E:52:LYS:HD?2 5:E:63:TYR:O 2.13 0.47
6:F:210:LEU:HD21 6:F:212:ILE:HD11 1.96 0.47
14:N:3:ILE:HG22 14:N:16:ALA:HB1 1.95 0.47

Continued on next page...




Page 39

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

6:T:38:ILE:HD11 6:T:193:ALA:HB1 1.96 0.47
7:U:79:ASN:OD1 7:U:165:THR:HB 2.13 0.47
11:Y:69:ARG:HB3 11:Y:70:GLU:OE2 2.14 0.47
13:1:205:GLY:HA3 13:1:209:GLN:HB3 1.96 0.47
2:B:49:ALA:HB2 2:B:212:PHE:CE1 2.49 0.47
4:D:173:GLN:O 4:D:177:LEU:HD23 2.14 0.47
8:H:18: THR:HG22 8:H:31:CYS:0 2.14 0.47
10:J:15:ALA:CB 10:J:155:LEU:HD11 2.44 0.47
11:K:42:LEU:HD12 11:K:178:VAL:CG2 2.44 0.47
3:Q:40:VAL:HA 3:Q:162:ALA:HA 1.96 0.47
3:Q:43:LYS:HG2 3:Q:43:LYS:O 2.13 0.47
3:Q:95:GLU:O 3:Q:95:GLU:HG3 2.15 0.47
7:U:82:ILE:CG2 7:U:83:PRO:HD3 2.44 0.47
9:W:113:PHE:HA 9:W:118:CYS:O 2.15 0.47
12:7:93:PHE:N 12:7:94:PRO:HD3 2.29 0.47
14:2:31: THR:HG22 14:2:32:ASP:N 2.29 0.47
5:E:198:SER:HA 5:E:201:LEU:CG 2.43 0.47
8:H:109:HIS:HB3 8:H:111:PHE:CE2 2.50 0.47
8:H:17:ASP:HA 8:H:172:ASN:O 2.14 0.47
12:L:43:MET:HG2 12:L:44:SER:N 2.29 0.47
4:R:173:GLN:O 4:R:177:-LEU:HD23 2.14 0.47
5:S:148:LEU:HB3 5:S5:160:LEU:O 2.14 0.47
5E:31:1LE:HD11 5:E:153:PRO:CD 2.45 0.47
7:G:26:TYR:CD1 7:G:26: TYR:N 2.82 0.47
9:1:1:GLY:HA3 9:1:33:LYS:HE2 1.95 0.47
12:L:18: THR:HG22 12:L:29:ARG:O 2.15 0.47
3:Q:115:'TYR:O 3:Q:119:VAL:HG23 2.14 0.47
4:R:121:ALA:O 4:R:123:ALA:N 2.46 0.47
6:T:221:HIS:HE1 6:T1T:223:PHE:HE1 1.61 0.47
5:E:15:PHE:H 6:F:23:GLN:HE22 1.63 0.47
8:H:3:ILE:HD11 8:H:127:LEU:HB2 1.95 0.47
10:J:75:SER:HB2 16:J:254:HOH:O 2.14 0.47
1:0:66:LYS:HB2 1:0:211:GLU:OE2 2.15 0.47
4:R:207:LEU:HD23 4:R:207:-LEU:O 2.14 0.47
7:U:194:ILE:HD13 7:U:210:LEU:HD12 1.97 0.47
13:1:157:ASN:HB3 16:1:1810:HOH:O 2.15 0.47
4:D:79:SER:HA 16:D:258:HOH:O 2.14 0.47
12:1:146:LEU:HD22 12:L:150:GLU:HG2 1.96 0.47
4:R:160:TYR:HA 5:5:59:SER:HA 1.96 0.47
1:A:82:GLY:O 1:A:85:TYR:HB3 2.14 0.47
4:D:112:LEU:C 4:D:112:LEU:HD13 2.35 0.47
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3:Q:186:VAL:O 3:Q:190:VAL:HG23 2.15 0.47
6:T:38:1ILE:HA 6:T:164:ALA:HA 1.96 0.47
10:X:20:VAL:HG11 11:Y:120:LEU:HD11 1.97 0.47
14:2:14:LEU:N 14:2:14:LEU:HD12 2.30 0.47
14:2:175:MET:HE3 14:2:187(B):PHE:CE2 2.49 0.47
14:2:3:ILE:HD12 14:2:44:CYS:HB3 1.97 0.47
2:B:130:ARG:HG3 2:B:130:ARG:HH11 1.79 0.47
2:B:147:GLN:HB3 2:B:149:TYR:CE2 2.50 0.47
4:D:121:ALA:O 4:D:123:ALA:N 2.48 0.47
13:M:114:ASN:O 13:M:116:LEU:N 2.47 0.47
7:U:103:TYR:CE1 8:V:66:HIS:CD2 3.03 0.47
11:Y:159:ILE:HG21 11:Y:173:VAL:HG22 1.97 0.47
1:A:188:ASP:O 1:A:191:HIS:HB3 2.15 0.47
2:B:108:PRO:HD2 2:B:111:ILE:HD12 1.95 0.47
4:D:117:CYS:SG 4:D:157:PHE:HB3 2.55 0.47
4:D:193:VAL:CG1 4:D:212:LEU:HD21 2.44 0.47
12:1:166:HIS:HE1 16:1.:9022:HOH:O 1.97 0.47
1:0:186:LEU:O 1:0:190:ILE:HG13 2.15 0.47
3:Q:197:LEU:HD13 3:Q:210:ILE:HG23 1.96 0.47
3:Q:55:THR:HB 3:Q:56:LEU:HD22 1.97 0.47
4:R:112:LEU:C 4:R:112:.LEU:HD13 2.35 0.47
4:R:85:ALA:O 4:R:89:ILE:HG12 2.15 0.47
5:S:161:TYR:HD1 5:5:180(D):ILE:HD13 1.80 0.47
10:X:161:GLU:OE2 10:X:161:GLU:HA 2.15 0.47
8:H:3:ILE:O 8:H:3:ILE:HG13 2.15 0.47
9:1:14:ILE:O 9:1:14:ILE:HG23 2.15 0.47
12:L:8:GLY:HA3 12:L:11:PHE:CE2 2.50 0.47
3:Q:201:VAL:HG21 3:Q:210:ILE:HG12 1.96 0.47
5:S5:82:ALA:HB3 5:5:83:PRO:HD3 1.97 0.47
7:U:140:SER:O 7:U:147:SER:N 2.47 0.47
13:1:43:VAL:HG22 13:1:101: VAL:HG22 1.97 0.47
13:1:91:ARG:HG3 13:1:92:SER:N 2.30 0.47
5:E:163: THR:N 5:E:176:LEU:HD13 2.29 0.47
5:E:33:GLN:HG2 5:E:33:GLN:O 2.15 0.47
10:J:133:TYR:CE2 10:J:166:MET:HG3 2.50 0.47
2:P:163:1LE:HG13 2:P:164:SER:H 1.80 0.47
4:R:170:GLU:HG2 4:R:171:GLY:N 2.30 0.47
5:5:24:VAL:HG12 5:5:28:LEU:CD1 2.45 0.47
7:U:26:TYR:CD1 7:U:26:TYR:N 2.81 0.47
9:W:2:ILE:HG21 9:W:130:ALA:HB3 1.97 0.47
5:E:12:.THR:HG21 5:E:124: THR:HA 1.97 0.46
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6:F:214:TRP:N 6:F:214:TRP:CD1 2.82 0.46
10:J:7:ARG:HA 10:J:12:VAL:HA 1.97 0.46
12:L:33:LYS:HE2 12:L:33:LYS:HB3 1.61 0.46
14:N:161:GLN:O 14:N:164:LYS:HB3 2.15 0.46
1:0:32:LYS:HE2 1:0:32:LYS:HA 1.97 0.46
1:A:35:VAL:HG12 1:A:36:THR:N 2.30 0.46
1:A:39:GLY:HA2 1:A:47:-VAL:O 2.15 0.46
13:M:135:ASN:HB2 13:M:136:PRO:HD3 1.97 0.46
1:0:38:LEU:O 1:0:48:1LE:HA 2.14 0.46
4:R:187:LYS:O 4:R:190:GLU:HB2 2.15 0.46
9:W:159:LEU:CD2 9:W:173:ALA:HB1 2.45 0.46
12:7:15:ALA:HB2 12:7:175:ILE:HG23 1.98 0.46
2:B:230:LYS:O 2:B:234:VAL:HG23 2.15 0.46
5:E:73:HIS:CE1 5:E:107:LEU:O 2.63 0.46
5:E:179: THR:O 5:E:179: THR:HG22 2.15 0.46
6:F:18:ASP:N 6:F:18:ASP:0OD2 2.47 0.46
6:F:50:VAL:HG22 6:F:51:GLU:N 2.30 0.46
7:G:220:LYS:HG2 7:G:221:PHE:N 2.31 0.46
8:H:56: THR:HG22 8:H:57:GLN:N 2.30 0.46
9:1:101:VAL:O 9:1:110:ILE:HA 2.15 0.46
9:1:16:CYS:SG 9:1:174:VAL:HG12 2.55 0.46
14:N:163:ILE:CG2 14:N:170:GLY:HA2 2.45 0.46
1:0:38: LEU:HD12 1:0:38:LEU:C 2.36 0.46
3:Q:45:CYS:HA 3:Q:141:PHE:HZ 1.80 0.46
4:R:13:SER:HB2 5:S5:130:ARG:HB3 1.98 0.46
10:J:113:ILE:CG1 10:J:119:LYS:HG3 2.34 0.46
11:K:4:LEU:CD1 11:K:15:ALA:HB3 2.44 0.46
11:K:197:TRP:CE2 9:W:190:LYS:HE3 2.49 0.46
1:0:86:ARG:HE 7:U:118:ASN:ND2 2.09 0.46
4:R:79:SER:HA 16:R:1963:HOH:O 2.15 0.46
5:5:198:SER:HA 5:5:201:LEU:CD1 2.46 0.46
9:W:137:-MET:HE3 9:W:141:LEU:HD11 1.98 0.46
11:K:205:SER:HB2 10:X:140:HIS:HA 1.96 0.46
11:Y:195:LEU:O 11:Y:199:VAL:HG23 2.16 0.46
8:H:165:ASN:ND2 13:1:139:ARG:HH11 2.12 0.46
3:C:141:PHE:HE2 3:C:215:VAL:HG22 1.81 0.46
3:C:40:VAL:HG23 3:C:189:CYS:SG 2.56 0.46
4:D:76:CYS:HA 4:D:137:LEU:O 2.16 0.46
16:G:9067:HOH:O &:H:66:HIS:HD2 1.99 0.46
14:N:15:GLY:HA2 14:N:174:ARG:O 2.13 0.46
1:0:111:LEU:HD23 1:0:111:LEU:HA 1.65 0.46
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6:T:42:CYS:HB2 6:T:184:LEU:O 2.15 0.46
9:W:45:ILE:HG22 9:W:52:VAL:HG22 1.98 0.46
11:Y:32:LYS:HD?2 11:Y:32:LYS:N 2.30 0.46
14:2:163:1ILE:HG23 14:2:170:GLY:HA2 1.96 0.46
2:B:52:ARG:CZ 2:B:61:GLN:HG2 2.46 0.46
3:C:151:THR:HG22 3:C:157:TYR:CB 2.45 0.46
3:C:179:ASN:OD1 3:C:195:ARG:NH2 2.48 0.46
5:E:40:LEU:HA 5:E:162:GLY:HA2 1.97 0.46
&:H:172:ASN:ND2 &:H:193: THR:HG22 2.30 0.46
8:H:63:ILE:HD13 8:H:63:ILE:HA 1.81 0.46
3:Q:232:TYR:O 3:Q:236:ILE:HG13 2.16 0.46
13:M:133:MET:HG2 8:V:132:LEU:HB3 1.98 0.46
8:V:18: THR:HB 8:V:30:ASN:HA 1.97 0.46
10:J:164:LYS:HD3 11:Y:139:ASP:0D2 2.16 0.46
12:7:43:MET:CG 12:7:101:ILE:HG22 2.45 0.46
12:7:175:1LE:C 12:7:176:LEU:HD12 2.36 0.46
1:A:130:ARG:HH21 7:G:124:THR:CG2 2.27 0.46
4:R:108:ASN:HB2 4:R:111:SER:OG 2.16 0.46
5:5:194:VAL:HG13 5:5:207:LEU:HD11 1.97 0.46
12:7:51:ASP:OD1 12:7:95:TYR:HA 2.15 0.46
6:F:36: THR:HA 6:F:165:THR:O 2.16 0.46
1:A:130:ARG:HD3 7:G:13:THR:O 2.15 0.46
13:M:157:ASN:HD22 13:M:160:ARG:NH1 2.14 0.46
5:5:125:GLN:O 5:5:125:GLN:HG2 2.15 0.46
6:T:39:GLY:HA2 6:T:47:VAL:O 2.16 0.46
5:5:161:TYR:CE2 6:T:60:VAL:HA 2.50 0.46
7:U:48:VAL:O 7:U:48:VAL:HG23 2.15 0.46
10:X:-1:MET:HG2 10:X:1:ASP:N 2.31 0.46
9:1:161:ASN:ND2 12:7:140:ASN:ND2 2.63 0.46
14:2:104: TYR:CE1 14:2:180:ALA:HA 2.50 0.46
1:A:210:ILE:HA 1:A:210:ILE:HD13 1.75 0.46
1:A:78:TYR:CE2 1:A:82:GLY:HA2 2.51 0.46
3:C:183:PRO:CB 3:C:189:CYS:HA 2.46 0.46
7:G:123:TYR:N 7:G:123:TYR:CD1 2.83 0.46
8:H:144:GLN:O 8:H:145:ASP:HB2 2.16 0.46
8:H:192:LEU:HA 8:H:192:LEU:HD23 1.76 0.46
10:J:3:ILE:HG21 16:J:298:HOH:O 2.15 0.46
1:0:100: TYR:CE1 1:0:107:PRO:HA 2.51 0.46
3:Q:41:LYS:HG2 3:Q:161:SER:O 2.16 0.46
3:Q:238:GLN:C 3:Q:240:LYS:H 2.18 0.46
4:R:160: TYR:CE2 5:5:59:SER:HB3 2.51 0.46
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5:5:49:VAL:CG1 5:S5:210:LEU:HD11 2.46 0.46
7:U:10:ARG:HG2 7:U:22: TYR:HD2 1.79 0.46
11:Y:143:LYS:O 11:Y:146:LEU:HD13 2.14 0.46
13:1:4:ILE:HD11 13:1:159:MET:CG 2.43 0.46
14:2:143:ARG:O 14:2:146:MET:HG3 2.16 0.46
2:B:123:TYR:CD1 2:B:132:PHE:HE1 2.34 0.46
7:G:188:LYS:HD3 7:G:191:GLU:OE2 2.16 0.46
14:N:8:PHE:HA 16:N:578:HOH:O 2.16 0.46
2:P:89:ILE:O 2:P:92:ALA:N 2.49 0.46
14:2:3:ILE:HG22 14:2:16:ALA:HB1 1.98 0.45
1:A:84:ASP:CG 1:A:130:ARG:HH22 2.18 0.45
3:C:106:PRO:HG2 3:C:143:PRO:CG 2.46 0.45
5:E:82:ALA:HB3 5:E:83:PRO:HD3 1.98 0.45
8:H:142:TRP:CD1 8:H:146:LEU:HD11 2.51 0.45
12:L:5:GLY:HA2 12:L:13:VAL:O 2.16 0.45
4:R:46:VAL:O 4:R:214:CYS:HA 2.16 0.45
9:W:109:PHE:C 9:W:109:PHE:CD2 2.89 0.45
13:1:19:LEU:HB2 13:1:170:SER:HB2 1.98 0.45
2:B:112:LEU:HD23 2:B:112:LEU:C 2.37 0.45
4:D:193:VAL:HG11 4:D:212:LEU:HD21 1.98 0.45
7:G:34(A):ASN:HD22 7:G:167:PRO:HG2 1.80 0.45
7:G:67:ILE:HD12 7:G:211:GLU:HG2 1.97 0.45
11:K:71:LYS:HG3 16:K:9064:HOH:O 2.16 0.45
12:L:19:ARG:HD2 12:L:168:GLN:O 2.16 0.45
1:0:69:LEU:HD23 1:0:69:LEU:C 2.37 0.45
2:P:202: THR:HG22 2:P:203:ASP:N 2.30 0.45
3:Q:140:GLY:HA2 3:Q:215:VAL:HG21 1.99 0.45
3:Q:96:ALA:HB3 16:QQ:1480:HOH:O 2.15 0.45
9:W:113:PHE:CD2 9:W:113:PHE:N 2.83 0.45
2:B:37:ALA:HB3 2:B:165:VAL:CG2 2.47 0.45
2:B:14:ILE:CG2 3:C:12.LEU:HD13 2.46 0.45
4:D:40:ILE:CD1 4:D:193:VAL:HG23 2.43 0.45
5:E:78:LEU:O 5:E:78:LEU:HG 2.17 0.45
7:G:48:VAL:C 7:G:49:ILE:HD12 2.36 0.45
7:G:74:ILE:HD13 7:G:109:CYS:HA 1.99 0.45
10:J:3:ILE:HG22 10:J:100:LEU:HD12 1.98 0.45
14:N:171:GLY:O 14:N:187(D):PRO:HG3 2.16 0.45
1:0:58: LEU:HD23 1:0:58:LEU:HA 1.69 0.45
16:0:2144:HOH:O 2:P:82: THR:HG21 2.15 0.45
5:5:139:ILE:HD12 5:5:215:VAL:HG12 1.97 0.45
8:V:84:LYS:HG3 8:V:85:GLN:N 2.31 0.45
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
9:W:114:ASP:CG 9:W:118:CYS:HB3 2.37 0.45
1:A:169:SER:O 1:A:173:LYS:HG3 2.15 0.45
5:E:161:TYR:HD1 5:E:180(D):ILE:HD13 1.81 0.45
6:F:24:VAL:O 6:F:27:ALA:HB3 2.16 0.45
10:J:6:ILE:HG21 10:J:155:LEU:HD23 1.99 0.45
10:X:146:MET:CE 10:X:150:GLU:HB3 2.46 0.45
14:2:133:PHE:HE2 14:2:166:ASP:HB2 1.81 0.45
10:J:52:THR:CG2 10:J:53:VAL:N 2.79 0.45
12:1:133:LEU:N 12:1:133:LEU:HD12 2.32 0.45
12:L:76:1ILE:HG23 12:L:77:ASN:N 2.32 0.45
2:P:112:LEU:HD23 2:P:112:LEU:C 2.36 0.45
3:Q:175:PHE:CZ 3:Q:195:ARG:HB3 2.51 0.45
8:V:34:LEU:HD22 8:V:174:ASP:HB3 1.98 0.45
9:W:6:MET:HG2 9:W:124:PHE:HB3 1.98 0.45
14:2:59:VAL:HG22 14:2:82:VAL:HG12 1.98 0.45
2:B:81:LEU:HB2 2:B:84:ASP:HB2 1.97 0.45
6:F:130:ARG:HG3 6:F:131:PRO:O 2.17 0.45
6:F:187:ARG:CG 6:F:187:ARG:HH11 2.29 0.45
7:G:49:ILE:CD1 7:G:49:ILE:N 2.75 0.45
12:L:4:LEU:HD23 12:L:155:VAL:HG22 1.98 0.45
13:M:163: TYR:HA 13:M:169:SER:OG 2.17 0.45
1:0:207:ASN:HA 1:0:233:LEU:CD1 2.47 0.45
4:R:233:ILE:O 4:R:237:LEU:HB3 2.16 0.45
6:T:180(E):GLU:HG3 6:T:180(F):GLY:H 1.81 0.45
1:0:81:MET:HE1 7:U:21:LEU:HD11 1.99 0.45
12:7:34:VAL:HG12 12:7:176:LEU:HD22 1.99 0.45
13:1:133:MET:C 13:1:136:PRO:HD2 2.37 0.45
9:1:16:CYS:SG 9:1:174:VAL:CG1 3.04 0.45
12:L:109:ALA:HA 16:L:9058:HOH: O 2.16 0.45
13:M:91:ARG:HG3 13:M:92:SER:N 2.32 0.45
14:N:20: THR:OG1 14:N:28:ASN:HB3 2.17 0.45
3:Q:179:ASN:OD1 3:Q:195:ARG:NH2 2.50 0.45
5:5:194:VAL:O 5:5:197:ILE:HG22 2.16 0.45
6:T:187:ARG:CG 6:T:187:ARG:HH11 2.28 0.45
8:V:221:1LE:HG13 9:W:40:HIS:HA 1.97 0.45
13:1:1: THR:HG23 13:1:2:SER:N 2.31 0.45
1:A:124: THR:CG2 2:B:130:ARG:HH21 2.27 0.45
10:J:53:VAL:HB 16:K:9042:HOH:O 2.16 0.45
13:M:9:ASP:CB 13:M:144:PRO:HA 2.46 0.45
6:T:38:ILE:HG22 6:T:164:ALA:HB2 1.98 0.45
2:B:161:LYS:HE3 3:C:59:GLN:O 2.17 0.45

Continued on next page...




Page 45

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
4:D:190:GLU:O 4:D:194:LEU:HD22 2.17 0.45
12:1.:148:VAL:HG13 12:1:149:GLU:N 2.32 0.45
4:R:45:GLY:HA2 4:R:146:TYR:CE1 2.52 0.45
6:T:214: TRP:CD1 6:T1T:214: TRP:N 2.84 0.45
8:V:53:GLU:OE2 8:V:57:GLN:HG3 2.17 0.45
4:D:67:ILE:HG22 4:D:221:PHE:HZ 1.81 0.45
6:F:127:ASN:ND2 6:F:127:ASN:C 2.70 0.45
8:H:77:VAL:HB 13:1:208: THR:HG22 1.99 0.45
13:M:-3:VAL:HG12 13:M:49:ILE:HG13 1.99 0.45
6:T:180(E):GLU:HG3 6:T:180(F):GLY:N 2.32 0.45
8:V:172:ASN:HB3 8:V:192:LEU:O 2.17 0.45
5:E:207:-LEU:CD2 5:E:207:LEU:H 2.30 0.44
7:G:158:VAL:HG22 7:G:159:GLY:N 2.32 0.44
7:G:186:TRP:CZ3 7:G:224:LEU:HD21 2.52 0.44
11:K:69:ARG:HB3 11:K:70:GLU:OE2 2.17 0.44
7:U:224:LEU:HB3 7:U:228:ASN:HB2 1.98 0.44
8:V:163:ILE:HG23 8:V:170:GLY:HA2 1.99 0.44
8:V:67:SER:O 8:V:71:SER:N 2.50 0.44
13:1:82:TYR:O 13:1:86:VAL:HG23 2.17 0.44
5:E:47:-VAL:HG12 5:E:48:LEU:N 2.33 0.44
6:F:130:ARG:CG 6:F:130:ARG:HH11 2.30 0.44
12:L:6:ILE:HB 12:L:13:VAL:HG22 2.00 0.44
2:P:136:PHE:O 2:P:150: THR:HA 2.17 0.44
2:P:38:ILE:O 2:P:48:LEU:HA 2.17 0.44
3:Q:130:ARG:NH1 3:Q:130:ARG:HG3 2.31 0.44
14:N:133:PHE:HA 14:2:132:THR:O 2.18 0.44
3:C:198:LEU:HD23 3:C:198:LEU:HA 1.82 0.44
4:R:76:CYS:HA 4:R:137:-LEU:O 2.17 0.44
4:R:78:MET:SD 4:R:82: THR:HG22 2.58 0.44
7:U:207:LYS:HG3 7:U:208:ASN:OD1 2.17 0.44
7:U:39:ALA:HA 7:U:47:-VAL:O 2.17 0.44
3:C:150:GLN:O 3:C:157:-TYR:HA 2.18 0.44
3:C:25:GLU:0O 3:C:28:LEU:HB2 2.18 0.44
5:E:40:LEU:HD23 5:E:40:LEU:N 2.32 0.44
6:F:35: THR:CG2 6:F:51:GLU:O 2.66 0.44
10:J:36:GLN:HG3 10:J:184:ILE:CD1 2.47 0.44
1:0:39:GLY:HA2 1:0:47:VAL:O 2.17 0.44
1:0:71:THR:O 1:0:73:ASP:N 2.50 0.44
11:K:139:ASP:0OD2 10:X:164:LYS:HD3 2.17 0.44
4:R:97:VAL:HG21 11:Y:65:LEU:HD13 1.99 0.44
12:7:176:LEU:N 12:7:176:LEU:HD12 2.31 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:76:VAL:CG1 2:B:138:TYR:CD2 3.01 0.44
2:B:95:HIS:HB2 16:B:274:HOH:O 2.18 0.44
3:C:197:LEU:HD13 3:C:210:ILE:CG2 2.48 0.44
7:G:31:THR:HG21 7:G:135:ILE:HG13 1.99 0.44
5:5:48:LEU:HG 5:5:139:ILE:HD13 1.99 0.44
6:T:191:LYS:0O 6:T:194:ALA:HB3 2.17 0.44
10:X:3:ILE:HG21 16:X:1456:HOH:O 2.17 0.44
13:1:9:ASP:HB3 13:1:144:PRO:HA 1.99 0.44
13:1:-7:GLN:HG3 13:1:96: TRP:CE3 2.53 0.44
2:B:87:ILE:O 2:B:91: THR:HG23 2.18 0.44
7:G:191:GLU:O 7:G:192:PHE:C 2.55 0.44
7:G:87:ASN:C 7:G:87:ASN:HD22 2.21 0.44
12:1L:137:PHE:HZ 8:V:204:TYR:CE1 2.36 0.44
1:0:112:LEU:O 1:0:116:VAL:HG23 2.17 0.44
5:S:16:SER:HB3 5:5:22:PHE:CE2 2.52 0.44
6:T:70:VAL:HG11 6:T:112:PHE:CE1 2.53 0.44
7:U:184(G):GLU:HG2 7:U:188:LYS:HB2 1.98 0.44
8:V:18: THR:HG22 8:V:31:CYS:0O 2.18 0.44
11:Y:131:GLN:HG3 11:Y:132:THR:N 2.32 0.44
13:1:42:VAL:CG2 13:1:178:ILE:HD11 2.48 0.44
14:2:52: THR:HG22 14:2:97:ALA:HB1 2.00 0.44
3:C:76:LEU:HA 3:C:137:LEU:O 2.18 0.44
4:D:113: THR:HG23 4:D:138:ILE:HD12 2.00 0.44
6:F:74:1LE:HD13 6:F:112:PHE:CD2 2.52 0.44
6:F:236:ALA:O 6:F:240:ILE:HB 2.17 0.44
6:F:238:LYS:NZ 6:F:239:GLU:HG3 2.33 0.44
9:1:190:LYS:HE3 11:Y:197:-TRP:CE2 2.53 0.44
11:K:8:PHE:CE2 11:K:13:ILE:HG12 2.53 0.44
11:K:28:SER:HB2 12:1.:125:ARG:HH22 1.83 0.44
13:M:131:ALA:O 13:M:135:ASN:HB2 2.17 0.44
13:M:82:TYR:O 13:M:86:VAL:HG23 2.17 0.44
1:0:130:ARG:NH1 1:0:131:PRO:O 2.51 0.44
1:A:136:LEU:O 1:A:150:GLN:HA 2.18 0.44
3:C:175:PHE:HZ 3:C:195:ARG:HB3 1.81 0.44
3:C:49:GLY:CA 3:C:212:ILE:HD13 2.48 0.44
6:F:169:ARG:HB3 6:F:169:ARG:HE 1.60 0.44
6:F:192:GLN:HA 6:F:192:GLN:HE21 1.83 0.44
6:F:38:ILE:HG13 6:F:38:ILE:O 2.18 0.44
6:F:48:PHE:CE2 6:F:138:PHE:HA 2.53 0.44
7:G:151:THR:HA 7:G:156:TYR:O 2.18 0.44
11:K:196:PHE:CE2 11:K:206:PHE:CD2 3.06 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
12:L:17:ASP:HA 12:L:172:GLY:O 2.18 0.44
12:L:43:MET:HG3 12:L:101:ILE:HG22 2.00 0.44
13:M:193:GLU:O 13:M:194:ASN:HB2 2.18 0.44
5:5:210:LEU:HA 5:5:210:LEU:HD12 1.79 0.44
2:B:136:PHE:O 2:B:150: THR:HA 2.18 0.44
3:C:38:VAL:O 3:C:48:LEU:HA 2.18 0.44
4:D:97:VAL:HG11 11:K:65:LEU:HD13 2.00 0.44
7:G:38:LEU:HD12 7:G:39:ALA:N 2.33 0.44
10:J:140:HIS:O 11:Y:205:SER:HB3 2.18 0.44
10:J:148: THR:CG2 10:J:177.ILE:HD13 2.47 0.44
11:K:35:ILE:HD11 11:K:45:-MET:CE 2.48 0.44
4:R:40:1ILE:HD12 4:R:193:VAL:HG23 2.00 0.44
5:5:209(C):VAL:O 5:5:226:GLY:HA2 2.18 0.44
8:V:200:LYS:HE3 9:W:140:SER:O 2.18 0.44
9:W:58:MET:O 9:W:61:TYR:HB3 2.18 0.44
11:Y:86:LEU:O 11:Y:89:GLN:HB2 2.17 0.44
5:E:214:1LE:HG12 5:E:215:VAL:N 2.33 0.43
6:F:12:ASN:ND2 6:F:131:PRO:HD3 2.32 0.43
9:1:90:ARG:HA 9:1:90:ARG:HD3 1.85 0.43
10:J:8:VAL:HG23 10:J:9:GLN:N 2.32 0.43
2:P:126:HIS:CB 3:Q:129:VAL:HG12 2.46 0.43
3:Q:163:GLN:HG3 3:Q:164: THR:N 2.33 0.43
3:Q:46:VAL:HB 3:Q:215:VAL:HG13 2.00 0.43
4:R:122:ALA:C 4:R:127:ALA:H 2.21 0.43
4:R:49:GLY:HA3 4:R:193:VAL:HG11 1.99 0.43
5:S:64:GLN:HA 16:S:2195:HOH:O 2.17 0.43
9:W:107:-LYS:HA 9:W:108:PRO:HD3 1.92 0.43
9:W:48:LEU:HG 9:W:50: THR:HG22 1.99 0.43
2:P:97:GLN:HE22 9:W:64:ASN:HD22 1.65 0.43
13:1:-5:PRO:HD3 13:1:96: TRP:CD2 2.53 0.43
2:B:126:HIS:CB 3:C:129:VAL:HG12 2.37 0.43
3:C:201:VAL:HG21 3:C:210:ILE:HG12 1.99 0.43
7:G:188:LYS:O 7:G:191:GLU:HB2 2.17 0.43
7:G:197:-MET:HG2 7:G:205:PHE:CZ 2.53 0.43
9:1:36:HIS:HB3 9:1:42:PHE:CD2 2.54 0.43
11:K:32:LYS:HD2 11:K:32:LYS:N 2.33 0.43
2:P:218(C):ASP:HB3 2:P:218(D):GLY:H 1.63 0.43
5:S5:190:ILE:O 5:5:193:GLY:N 2.52 0.43
5:5:209(B): THR:N 5:5:209(E):ASN:HB2 2.28 0.43
11:Y:142:TYR:O 11:Y:143:LYS:HD2 2.17 0.43
11:Y:25: TRP:HH2 12:7:135:-MET:HB2 1.83 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
13:1:209:GLN:HG2 13:1:211:ILE:O 2.18 0.43
14:2:107:LYS:HG2 14:2:108:GLY:H 1.82 0.43
11:K:156:LYS:HB2 11:K:175:LEU:HD11 2.00 0.43
11:K:4:LEU:HD12 11:K:159:ILE:CD1 2.48 0.43
1:0:152:ASP:O 1:0:155:GLY:N 2.45 0.43
2:P:41:MET:HB2 2:P:148:LEU:HD22 2.00 0.43
4:R:70:ILE:HB 4:R:74:.1ILE:HG22 2.01 0.43
5:S:37:THR:O 5:S5:164:ALA:HA 2.17 0.43
6:T:238:LYS:HZ1 6:T:239:GLU:HG3 1.82 0.43
6:T:38:ILE:HG13 6:T:38:ILE:O 2.16 0.43
6:T:69:VAL:HG12 16:1:2019:HOH:O 2.17 0.43
8:V:206:PHE:CE1 9:W:157:GLN:HG3 2.53 0.43
10:X:146:MET:HE2 10:X:150:GLU:HB3 1.99 0.43
10:X:43:MET:HG3 10:X:101:ILE:HG13 2.00 0.43
12:7:49:ALA:HB1 16:1:2421:HOH:O 2.17 0.43
13:1:163: TYR:HA 13:1:169:SER:OG 2.18 0.43
5:E:49:VAL:CG1 5:E:210:LEU:HD11 2.49 0.43
6:F:46:VAL:HG23 6:F:48:PHE:CE1 2.53 0.43
12:L:100:ILE:HD11 12:1:125:ARG:HG3 2.00 0.43
13:M:112:TYR:CZ 13:M:114:ASN:HB3 2.52 0.43
13:M:157:ASN:HD22 13:M:160:ARG:HH11 1.67 0.43
5:5:107:LEU:HA 16:S:1845:HOH:O 2.17 0.43
6:T:136: THR:HG22 6:T:138:PHE:HD2 1.82 0.43
12:7:155:VAL:O 12:7:158:SER:HB2 2.19 0.43
13:1:160:ARG:HG3 13:1:192:VAL:CG1 2.49 0.43
14:2:163:1ILE:HG21 14:2:187(G): TYR:HE1 1.83 0.43
1:A:27:ALA:O 1:A:31:VAL:HG23 2.18 0.43
5:E:173:LYS:O 5:E:177:GLU:HB2 2.19 0.43
6:F:180(E):GLU:HG3 6:F:180(F):GLY:N 2.33 0.43
8:H:157:ASP:O 8:H:160:GLN:N 2.51 0.43
11:K:38:ASN:OD1 11:K:38:ASN:C 2.56 0.43
1:0:29:THR:O 1:0:33:GLN:HG2 2.18 0.43
2:P:205:LEU:HA 2:P:205:LEU:HD12 1.83 0.43
3:Q:134:VAL:CG1 3:Q:135:SER:N 2.82 0.43
4:R:97:VAL:O 4:R:100:ASN:N 2.50 0.43
5:5:111:ARG:HH11 5:5:111:ARG:HG2 1.82 0.43
6:T:28:VAL:O 6:T:31:VAL:HB 2.19 0.43
7:U:55:PRO:HG2 7:U:56:ASP:H 1.83 0.43
10:X:14:LEU:O 10:X:175:VAL:HA 2.19 0.43
12:7:49:ALA:HA 16:7:1987:HOH:O 2.17 0.43
1:A:46:VAL:HG11 1:A:139:ALA:HB1 2.00 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:160: TRP:CD1 2:B:160: TRP:N 2.86 0.43
9:1:42:PHE:N 9:1:42:PHE:CD1 2.86 0.43
12:1:29:ARG:NH1 12:1:193:ARG:HB3 2.34 0.43
11:Y:157:ARG:O 11:Y:160:LEU:HB3 2.19 0.43
13:1:137:LEU:O 13:1:140:LYS:HB2 2.18 0.43
13:1:181(A):THR:HB 16:1:1466:HOH:O 2.17 0.43
13:1:83:LEU:O 13:1:87:MET:HG2 2.18 0.43
14:2:147:SER:OG 14:2:150:GLU:HG3 2.18 0.43
14:2:67:- THR:HA 14:2:72:GLY:O 2.19 0.43
3:C:38:VAL:HG22 3:C:39:GLY:N 2.32 0.43
5:E:13:VAL:HG13 5:E:13:VAL:O 2.19 0.43
5:E:48:LEU:HD13 5:E:77:SER:HB3 2.00 0.43
5:E:52:LYS:HB3 5:E:63:TYR:HB3 2.00 0.43
6:F:38:ILE:HG12 6:F:197:1LE:HD11 1.99 0.43
11:K:146:LEU:HD23 11:K:151:ALA:CA 2.48 0.43
11:K:172:SER:CA 11:K:192:VAL:HG23 2.48 0.43
12:1L:113:PHE:N 12:1:113:PHE:CD1 2.87 0.43
12:1:49:ALA:HB1 16:M:300:HOH:O 2.18 0.43
14:N:99:ILE:CG2 14:N:100:ILE:N 2.81 0.43
5:5:38:VAL:HG22 5:S5:164:ALA:HB2 2.00 0.43
6:T:40:ILE:HG12 6:T:176:LEU:HD11 2.00 0.43
9:W:43:LEU:HD21 9:W:45:1LE:HD11 2.00 0.43
3:C:52:ARG:HD2 3:C:208:LYS:O 2.19 0.43
7:G:96:ALA:CA 7:G:107:MET:HE2 2.27 0.43
11:K:25:TRP:CH2 12:L:132:SER:HA 2.54 0.43
13:M:5:SER:HB3 13:M:14:ILE:HG13 2.00 0.43
13:M:37:VAL:O 13:M:41: THR:HB 2.19 0.43
2:P:130:ARG:NH1 2:P:131:PRO:O 2.52 0.43
9:W:90:ARG:HD2 16:W:9098:HOH:O 2.18 0.43
12:7:109:ALA:HA 16:7Z:2081:HOH:O 2.18 0.43
13:1:165:ARG:HD2 13:1:165:ARG:N 2.34 0.43
2:B:141:TYR:C 2:B:141:TYR:CD1 2.92 0.43
2:B:188:ASP:0O 2:B:191:GLU:HB3 2.18 0.43
13:M:9:ASP:HB3 13:M:144:PRO:HA 1.99 0.43
14:N:43:CYS:HA 14:N:100:ILE:O 2.19 0.43
6:T:40:ILE:HD12 6:T:193:ALA:HB2 2.00 0.43
11:Y:38:ASN:OD1 11:Y:38:ASN:C 2.57 0.43
2:B:141:TYR:CG 2:B:142:ASP:N 2.87 0.43
5:E:190:ILE:CG2 5:E:212:1LE:HD13 2.48 0.43
5:E:141:TYR:OH 5:E:217:.LYS:HG3 2.18 0.43
13:M:164:TYR:O 14:2:26:1LE:HD12 2.19 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
6:T:130:ARG:HG3 6:T:130:ARG:NH1 2.34 0.43
2:B:171:ALA:O 2:B:175:LEU:HG 2.19 0.42
4:D:37:ALA:C 4:D:38:ILE:HG13 2.40 0.42
13:M:55:ILE:HD13 13:M:99:ILE:HD11 2.01 0.42
13:M:-4:ILE:HG21 14:N:115:LEU:HB3 2.01 0.42
3:Q:121:GLN:HG3 16:R:1001:HOH:O 2.19 0.42
3:Q:201:VAL:O 3:Q:202:GLN:HB2 2.19 0.42
6:T:221:HIS:CE1 6:T:223:PHE:CE1 3.02 0.42
8:V:153:LYS:O 8:V:156:SER:HB3 2.19 0.42
9:W:5:ALA:HA 9:W:14:1LE:HA 2.01 0.42
13:1:132:HIS:HE1 16:1:1440:HOH:O 2.00 0.42
13:1:161:VAL:O 13:1:164: TYR:HB2 2.19 0.42
3:C:95:GLU:HG3 3:C:95:GLU:O 2.19 0.42
6:F:238:LYS:HZ2 6:F:239:GLU:HG3 1.84 0.42
1:0:210:ILE:HD13 1:0:210:ILE:HA 1.80 0.42
2:P:76:VAL:HG12 2:P:138: TYR:HA 2.00 0.42
3:Q:51:GLU:HA 3:Q:209:ASN:O 2.18 0.42
6:T:184:LEU:CD1 6:T:188:GLU:HB3 2.46 0.42
8:V:95:1LE:O 8:V:97:ALA:N 2.52 0.42
9:W:29:ASN:HD21 9:W:30:LYS:NZ 2.16 0.42
10:X:7:ARG:HA 10:X:12:VAL:HA 2.00 0.42
12:7:91:ARG:O 12:7:91:ARG:HG3 2.19 0.42
2:B:53:LYS:HG2 2:B:54:VAL:HG23 2.00 0.42
3:C:41:LYS:HG2 3:C:161:SER:O 2.18 0.42
5:E:74:MET:CE 5:E:109:VAL:HA 2.49 0.42
6:F:198:TYR:O 6:F:202:HIS:HB3 2.19 0.42
7:G:190:VAL:HG11 7:G:232:ARG:HG2 2.01 0.42
9:1:51:ASP:0D2 10:J:90(B):ARG:NH2 2.53 0.42
12:1.:15:ALA:HB2 12:L:175:ILE:HG23 2.00 0.42
2:P:230:LYS:O 2:P:234:VAL:HG23 2.19 0.42
6:T:12:ASN:ND2 6:T1:131:PRO:HD3 2.34 0.42
12:7:114:ASP:CB 12:7:118:SER:HB3 2.48 0.42
12:7:76:ILE:HG23 12:7:77:ASN:N 2.35 0.42
1:A:180: TRP:HA 1:A:184:LEU:HD11 2.00 0.42
2:B:151:SER:HA 2:B:156:ASN:O 2.18 0.42
6:F:42:CYS:HB2 6:F:184:LEU:O 2.19 0.42
14:N:164:LYS:O 13:1:26:LEU:HD12 2.19 0.42
2:P:176:LEU:HD23 2:P:192:LEU:CD2 2.49 0.42
3:Q:183:PRO:CB 3:Q:189:CYS:HA 2.49 0.42
5:5:47:VAL:HG12 5:5:48:LEU:N 2.34 0.42
10:X:185:ARG:HA 16:X:1258:HOH:O 2.19 0.42

Continued on next page...




Page 51

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
11:Y:71:LYS:HG3 16:Y:9112:HOH:O 2.18 0.42
14:N:139:ASP:HB2 14:2:165:TRP:HZ2 1.85 0.42
1:A:197:LEU:HD12 1:A:197:LEU:HA 1.73 0.42
6:F:38:ILE:HG22 6:F:164:ALA:HB2 2.00 0.42
8:H:53:GLU:OE2 8:H:57:GLN:HG3 2.18 0.42
12:1L:29:ARG:HD2 12:1:193:ARG:NH2 2.34 0.42
8:V:105:ASP:HB2 8:V:105(A):PRO:HD2 2.01 0.42
13:1:83:LEU:HA 13:1:83:LEU:HD23 1.84 0.42
2:B:124: THR:HG22 3:C:130:ARG:NH2 2.24 0.42
3:C:55:THR:HB 3:C:56:LEU:HD22 2.02 0.42
4:D:212:LEU:HA 4:D:212:LEU:HD23 1.89 0.42
5E:74:MET:HE2 5:E:109:VAL:HA 2.00 0.42
4:D:13:SER:HB2 5:E:130:ARG:HB3 2.00 0.42
5:E:220:PRO:O 5:E:222: THR:HG23 2.20 0.42
7:G:179:HIS:HD2 7:G:196:HIS:HE1 1.68 0.42
8:H:211: THR:HG22 8:H:212:ALA:N 2.33 0.42
8:H:87:LEU:HD23 8:H:87:LEU:HA 1.85 0.42
4:R:180(C):HIS:H 4:R:184:LEU:HD11 1.85 0.42
7:U:190:VAL:HG13 7:U:212:VAL:HG11 2.01 0.42
7:U:49:ILE:N 7:U:49:ILE:CD1 2.82 0.42
16:U:2093:HOH:O 8:V:66:HIS:HD2 2.01 0.42
11:Y:174:ASN:HD21 11:Y:189:ASN:HB2 1.85 0.42
12:7:85:HIS:HD2 16:7:2097:HOH:O 2.01 0.42
14:2:149:GLU:H 14:2:149:GLU:HG3 1.51 0.42
2:B:82: THR:O 2:B:85:ALA:HB3 2.19 0.42
3:C:72:SER:O 3:C:219:SER:HA 2.20 0.42
4:D:67:ILE:HG21 4:D:213:SER:OG 2.20 0.42
4:D:53:ARG:HG2 4:D:53:ARG:O 2.19 0.42
5:E:107:LEU:HA 16:E:242:HOH:O 2.20 0.42
6:F:203:GLU:HA 6:F:206:LYS:HB3 2.01 0.42
S:H:16:ALA:HA 8:H:159:ILE:HD12 2.01 0.42
9:1:-2:ASN:OD1 9:1:48:LEU:HD12 2.20 0.42
12:L:18: THR:HG21 12:L:30:TYR:HA 1.98 0.42
13:M:112:TYR:OH 13:M:114:ASN:HB3 2.20 0.42
1:0:46:VAL:HG11 1:0:139:ALA:HB1 2.01 0.42
3:Q:141:PHE:CE1 3:Q:217:PRO:HG3 2.54 0.42
3:Q:39:GLY:HA2 3:Q:47:VAL:O 2.20 0.42
5:S5:171:GLY:HA3 5:5:199:GLN:O 2.20 0.42
6:T:88:LEU:HD12 6:T:88:LEU:HA 1.76 0.42
10:X:6:ILE:HG23 10:X:13:ILE:HB 2.02 0.42
10:X:52: THR:CG2 10:X:53:VAL:N 2.83 0.42

Continued on next page...




Page 52

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
16:Q:1495:HOH:O 10:X:69:ARG:HG3 2.19 0.42
13:1:114:ASN:O 13:1:116:LEU:N 2.53 0.42
14:2:44:CYS:HB2 14:2:100:ILE:HB 2.02 0.42
1:A:62:GLU:C 1:A:64:LEU:H 2.22 0.42
7:G:55:PRO:HG2 7:G:56:ASP:H 1.85 0.42
13:M:19:LEU:HD22 13:M:170:SER:HB2 2.02 0.42
1:0:130:ARG:NH1 1:0:130:ARG:HG3 2.32 0.42
2:P:138:TYR:HB2 2:P:149:TYR:HB2 2.01 0.42
5:5:180(C):PHE:CD1 5:5:180(D):ILE:N 2.88 0.42
5:5:40:LEU:HD23 5:5:40:LEU:N 2.34 0.42
9:W:36:HIS:HB3 9:W:42:PHE:CD2 2.55 0.42
11:Y:87:VAL:CG1 11:Y:115:SER:HA 2.50 0.42
1:A:42:ALA:HB1 1:A:184:LEU:O 2.19 0.42
2:B:194:LEU:HD23 2:B:194:LEU:HA 1.83 0.42
12:L:-2:ASN:HA 12:L:21:1LE:O 2.20 0.42
2:P:181:LYS:O 2:P:184:MET:HG3 2.20 0.42
3:Q:84:ASP:HB3 3:Q:132:PHE:HD2 1.84 0.42
4:R:75:GLY:HA3 4:R:221:PHE:CE2 2.55 0.42
5:S:185:ASN:HA 5:5:186:PRO:HD2 1.92 0.42
7:U:179:HIS:NE2 7:U:192:PHE:HE2 2.16 0.42
8:V:162:GLY:O 8:V:166:ASP:HB3 2.19 0.42
9:W:-2:ASN:HA 9:W:21:GLY:O 2.20 0.42
10:X:58: TYR:HE2 10:X:86:GLU:OE1 2.02 0.42
11:Y:83:LEU:HA 11:Y:83:LEU:HD12 1.88 0.42
1:A:58:LEU:HD23 1:A:58: LEU:HA 1.82 0.42
8:H:105:ASP:HB2 8:H:105(A):PRO:CD 2.49 0.42
3:C:101:LEU:HD11 10:J:57:GLU:HB3 2.00 0.42
11:K:112: TYR:O 11:K:119:ARG:HA 2.20 0.42
12:1:113:PHE:CD2 12:1:119:TYR:HB3 2.55 0.42
1:0:171:ALA:O 1:0:174: THR:HB 2.19 0.42
2:P:84:ASP:OD1 2:P:132:PHE:HA 2.20 0.42
4:R:15:PHE:HB2 5:5:23:GLN:OE1 2.20 0.42
5:S:76:LEU:HA 5:5:137:LEU:O 2.19 0.42
5:5:76:LEU:O 5:S5:76:LEU:HD23 2.19 0.42
6:T:62: GLN:HA 6:T:209:GLU:OE2 2.20 0.42
7:U:82:ILE:O 7:U:83:PRO:C 2.59 0.42
8:V:109:HIS:HB3 8:V:111:PHE:CE2 2.54 0.42
10:X:113:ILE:HA 10:X:118:THR:O 2.20 0.42
16:T:1868:HOH:O 13:1:67:ALA:HB3 2.20 0.41
5:E:48:LEU:O 5:E:212:1LE:HA 2.20 0.41
8:H:153:LYS:O 8:H:156:SER:HB3 2.20 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:0:232:ARG:HG3 1:0:232:ARG:NH1 2.35 0.41
1:0:48:ILE:O 1:0:48:ILE:HG13 2.19 0.41
1:0:86:ARG:HD3 16:0:2278:HOH:O 2.19 0.41
2:P:82:THR:O 2:P:85:ALA:HB3 2.20 0.41
4:R:150:HIS:CE1 4:R:152:GLU:HG3 2.54 0.41
4:R:191:LEU:HA 4:R:191:LEU:HD12 1.88 0.41
8:V:173:VAL:HB 8:V:192:LEU:HB2 2.02 0.41
9:W:48:LEU:HD11 10:X:116:LEU:HD13 2.01 0.41
11:Y:76:VAL:CG2 11:Y:103:GLY:HA3 2.50 0.41
13:1:112: TYR:CD2 13:1:120: TYR:CZ 3.08 0.41
14:2:175:MET:SD 14:2:187(B):PHE:HE2 2.43 0.41
2:B:130:ARG:HG3 2:B:130:ARG:NH1 2.35 0.41
2:B:46:ILE:HG21 2:B:148:LEU:HD13 2.02 0.41
1:0:49:ALA:HA 1:0:211:GLU:O 2.20 0.41
3:QQ:180(A):ASP:OD1 3:Q:180(C):LYS:HB2 2.19 0.41
3:Q:78:PHE:N 3:Q:78:PHE:CD2 2.88 0.41
5:5:194:VAL:CG1 5:5:207:LEU:HD11 2.50 0.41
5:5:40:LEU:HA 5:5:162:GLY:HA2 2.02 0.41
10:X:189:ASP:O 10:X:193:GLN:HB2 2.21 0.41
12:7:65:TRP:0O 12:7:68:PHE:HB2 2.21 0.41
3:C:200:VAL:O 3:C:202:GLN:HG2 2.20 0.41
7:G:222:PHE:CD2 7:G:222:PHE:N 2.88 0.41
7:G:105:TYR:OH &:H:66:HIS:HE1 2.03 0.41
9:1:152:PHE:O 9:1:155:ILE:HG22 2.19 0.41
3:Q:130:ARG:NH1 3:Q:131:PRO:O 2.53 0.41
6:1T:208:PHE:H 6:1T:208:PHE:HD2 1.67 0.41
6:T:47:-VAL:HG12 6:T:48:PHE:N 2.35 0.41
11:Y:15:ALA:HA 11:Y:174:ASN:O 2.20 0.41
1:A:100: TYR:CE1 1:A:107:PRO:HA 2.55 0.41
3:C:163:GLN:CG 3:C:164: THR:N 2.83 0.41
8:H:157:ASP:0O 8:H:160: GLN:HB2 2.20 0.41
9:1:55:LEU:HA 9:1:55:LEU:HD23 1.77 0.41
10:J:27:LEU:HA 10:J:27:LEU:HD23 1.75 0.41
13:M:-7:GLN:HG3 13:M:96: TRP:CE3 2.56 0.41
14:N:6:VAL:O 14:N:12:VAL:HG23 2.20 0.41
1:0:15:PHE:H 2:P:23:GLN:NE2 2.18 0.41
2:P:67:LEU:HA 2:P:67:LEU:HD12 1.81 0.41
3:Q:74:VAL:HG22 3:Q:109:VAL:HG22 2.01 0.41
5:S:38:VAL:HG12 5:5:39:GLY:N 2.34 0.41
6:T:167:LYS:C 6:T:169:ARG:H 2.23 0.41
10:X:3:ILE:O 10:X:126:ALA:HA 2.20 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
12:7:40:ASN:HA 12:7:40:ASN:HD22 1.72 0.41
13:1:45:1ILE:HD12 13:1:52:MET:HG3 2.02 0.41
7:U:94:ALA:HA 14:2:65:LEU:HD11 2.02 0.41
2:B:125:GLN:HG3 3:C:130:ARG:HG2 2.02 0.41
3:C:141:PHE:CE2 3:C:215:VAL:HG22 2.55 0.41
4:D:150:HIS:HB3 4:D:160: TYR:HE1 1.84 0.41
3:C:158:SER:HB2 4:D:59:LEU:HD21 2.02 0.41
9:1:12:VAL:CG1 9:1:108:PRO:HB3 2.50 0.41
10:J:147: THR:OG1 10:J:150:GLU:HG3 2.21 0.41
12:L:70:HIS:HE1 16:1:9060:HOH:O 2.03 0.41
4:R:191:LEU:O 4:R:194:LEU:HB2 2.20 0.41
5:5:16:SER:CB 5:5:22:PHE:HE2 2.33 0.41
6:T:70:VAL:O 6:T:71:ASP:HB3 2.21 0.41
7:U:70:ILE:HD12 7:U:92:ALA:HB3 2.02 0.41
9:W:55:LEU:HD21 9:W:95:TYR:CD1 2.54 0.41
10:X:2:ILE:HA 16:X:1314:HOH:O 2.21 0.41
11:Y:205:SER:O 11:Y:206:PHE:HB2 2.20 0.41
11:Y:4:.LEU:HG 11:Y:138:LEU:HD21 2.02 0.41
14:2:85:GLU:O 14:2:89:GLU:HB2 2.20 0.41
1:A:233:LEU:HA 1:A:233:LEU:HD23 1.91 0.41
3:C:135:SER:HA 3:C:151:THR:O 2.20 0.41
5:E:76:LEU:C 5:E:76:LEU:HD23 2.41 0.41
12:L:19:ARG:HG2 12:L:21:1LE:HG23 2.02 0.41
13:M:136:PRO:HA 8:V:165:ASN:OD1 2.21 0.41
13:M:38:GLY:HA3 16:M:285:HOH:O 2.21 0.41
2:P:185:LYS:HD3 2:P:186:VAL:N 2.36 0.41
7:U:131:PRO:HB3 16:U:1840:HOH:O 2.21 0.41
7:U:152:ASP:HB2 7:U:153:PRO:CD 2.50 0.41
10:X:115:TYR:CE2 10:X:116:LEU:HG 2.56 0.41
10:X:7:ARG:CB 10:X:12: VAL:HG22 2.51 0.41
1:A:38:LEU:HD12 1:A:38:LEU:C 2.41 0.41
13:M:157:ASN:ND2 13:M:160:ARG:NH1 2.67 0.41
13:M:83:LEU:HA 13:M:83:LEU:HD23 1.66 0.41
7:U:191:GLU:O 7:U:192:PHE:C 2.59 0.41
9:W:16:CYS:SG 9:W:174:VAL:CG1 3.09 0.41
9:W:16:CYS:SG 9:W:174:VAL:HG12 2.61 0.41
9:W:76:PRO:HB3 9:W:109:PHE:CD2 2.56 0.41
10:X:166:MET:HA 10:X:167:PRO:HD3 1.83 0.41
12:7:33:LYS:HE2 12:7:33:LYS:HB3 1.66 0.41
14:2:5:ALA:O 14:2:124:TYR:HA 2.20 0.41
1:A:20:LYS:HD2 1:A:25:ASP:0OD1 2.21 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:160: TRP:CD2 2:B:163:ILE:HD13 2.56 0.41
8:H:114:HIS:HB3 16:H:651:HOH:O 2.20 0.41
8:H:5:GLY:HA2 8:H:14:ILE:HG22 2.02 0.41
8:H:67:SER:O 8:H:71:SER:N 2.54 0.41
11:K:146:LEU:HD23 11:K:151:ALA:HA 2.02 0.41
11:K:1:THR:HG23 11:K:33:LYS:HZ2 1.84 0.41
12:1:86:LEU:HD23 12:1:86:LEU:HA 1.82 0.41
1:0:31:VAL:HG13 1:0:79:SER:O 2.20 0.41
3:Q:58:LEU:HD12 3:Q:58:LEU:HA 1.89 0.41
4:R:130:ARG:NH1 4:R:130:ARG:CG 2.82 0.41
6:T:212:1ILE:HG22 6:T:213:SER:N 2.35 0.41
6:T:35: THR:CG2 6:T:51:GLU:O 2.69 0.41
9:W:166:ASP:0D2 9:W:168:LEU:N 2.54 0.41
11:Y:143:LYS:HB2 11:Y:146:LEU:CD1 2.50 0.41
12:7:11:PHE:CE1 12:7:148:VAL:HA 2.56 0.41
12:7:-5:TYR:OH 12:7:93:PHE:HD1 2.03 0.41
13:1:-4:ILE:HG21 14:2:115:LEU:HB3 2.03 0.41
14:2:187(A):ILE:O 14:2:187(A):ILE:HG23 2.20 0.41
1:A:171:ALA:O 1:A:174:THR:HB 2.21 0.41
3:C:229:ILE:O 3:C:232:TYR:N 2.53 0.41
8:H:207:PRO:HG2 8:H:210:THR:OG1 2.20 0.41
9:1:109:PHE:CD2 9:1:109:PHE:C 2.94 0.41
14:N:148:LYS:O 14:N:152:VAL:HG23 2.20 0.41
14:N:176:VAL:HG12 14:N:178:LEU:HD13 2.02 0.41
3:Q:47:-VAL:O 3:Q:48:LEU:HD23 2.21 0.41
5:5:81:LEU:HB2 5:5:133:GLY:O 2.21 0.41
5:5:33:GLN:O 5:5:33:GLN:HG2 2.21 0.41
6:T:179:LEU:HD11 6:T:192:GLN:CG 2.51 0.41
6:T:18:ASP:N 6:T:18:ASP:0OD2 2.53 0.41
6:T1:192:GLN:O 6:T:196:1LE:HG13 2.21 0.41
7:U:98:GLU:HG2 7:U:102:LYS:HD3 2.02 0.41
7:U:76:MET:SD 7:U:138:PHE:CE2 3.14 0.41
8:V:87:LEU:HA 8:V:87:LEU:HD23 1.74 0.41
10:X:11:SER:HB3 10:X:179:ASP:HB3 2.03 0.41
11:Y:13:ILE:HD12 11:Y:152:.LEU:HD23 2.03 0.41
16:R:2070:HOH:O 12:7:70:HIS:CD2 2.74 0.41
2:B:109:VAL:O 2:B:113:VAL:HG23 2.21 0.41
6:F:109:ILE:H 6:F:109:ILE:HG12 1.70 0.41
7:G:107:MET:HA 7:G:108:PRO:HD3 1.80 0.41
9:1:93:GLY:N 9:1:94:PRO:CD 2.84 0.41
12:L:167:ILE:HG13 12:1.:168:GLN:N 2.36 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
2:P:141:TYR:CD1 2:P:219(E):VAL:HG21 2.56 0.41
3:Q:129:VAL:HG23 3:Q:129:VAL:O 2.20 0.41
3:Q:149:TYR:CE1 3:Q:159:SER:HB3 2.56 0.41
3:Q:180(B):ARG:NH2 4:R:57:PRO:O 2.53 0.41
5:5:214:ILE:HG12 5:S5:215:VAL:N 2.36 0.41
6:T1:35: THR:HG21 6:T:51:GLU:O 2.20 0.41
7:U:76:MET:HB2 7:U:138:PHE:CD2 2.56 0.41
7:U:210:LEU:HD23 7:U:210:LEU:HA 1.63 0.41
9:W:93:GLY:N 9:W:94:PRO:CD 2.83 0.41
10:X:95: TYR:HE1 11:Y:88: TYR:HH 1.68 0.41
13:1:41:THR:OG1 13:1:76:PRO:HG3 2.21 0.41
13:1:95:LEU:HD23 13:1:95:LEU:HA 1.90 0.41
1:A:207:ASN:HA 1:A:233:LEU:CD1 2.50 0.41
2:B:130:ARG:NH1 2:B:131:PRO:O 2.54 0.41
5:E:161:TYR:CE2 6:F:60:VAL:HA 2.56 0.41
5:E:36:VAL:HA 5:E:165:ILE:O 2.21 0.41
6:F:179:LEU:HD11 6:F:192:GLN:HG3 2.03 0.41
7:G:184:ASN:HD22 7:G:184:ASN:C 2.25 0.41
7:G:51:GLN:NE2 7:G:53:LYS:HE3 2.35 0.41
8:H:3:ILE:O 8:H:126:SER:HA 2.20 0.41
8:H:159:1LE:O 8:H:163:ILE:HG13 2.21 0.41
9:1:156:SER:O 9:1:160:LEU:HB2 2.21 0.41
9:1:2:.1LE:HA 9:1:128:GLY:HA3 2.03 0.41
10:J:105(B):LYS:HZ2 10:J:105(B):LYS:HB2 1.86 0.41
10:J:52: THR:HG23 10:J:53:VAL:N 2.35 0.41
14:N:105(B):LYS:O 14:N:105(B):LYS:HD3 2.21 0.41
3:Q:39:GLY:HA3 3:Q:48:LEU:HD23 2.04 0.41
4:R:150:HIS:CE1 4:R:152:GLU:CG 3.04 0.41
4:R:212:LEU:HA 4:R:212:LEU:HD23 1.91 0.41
7:U:177:GLU:O 7:U:179(B):LYS:HG3 2.21 0.41
14:2:176:VAL:HG12 14:2:178:LEU:HD13 2.03 0.40
3:C:192:LEU:HA 3:C:192:LEU:HD12 1.84 0.40
6:F:130:ARG:NH1 6:F:130:ARG:CG 2.82 0.40
4:R:225:ASP:0O 4:R:226:ASN:C 2.59 0.40
5:5:180(C):PHE:CD1 5:5:180(C):PHE:C 2.95 0.40
2:B:146: TYR:C 2:B:147:GLN:HG3 2.41 0.40
5:E:179:THR:CG2 5:E:180(B): THR:HB 2.51 0.40
5:E:41:ARG:NH1 5:E:42:SER:O 2.54 0.40
7:G:49:ILE:CD1 7:G:193:ALA:HB1 2.50 0.40
7:G:87:ASN:ND2 7:G:87:ASN:C 2.74 0.40
9:I:58:MET:O 9:I:61: TYR:HB3 2.22 0.40

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
12:1:93:PHE:N 12:1:94:PRO:CD 2.84 0.40
3:Q:171:THR:O 3:Q:174:GLU:HB2 2.21 0.40
5:5:68:1LE:HB 5:S:76:LEU:CD2 2.51 0.40
6:T:35: THR:CG2 6:1T:36: THR:N 2.83 0.40
6:T:67:1ILE:HG22 6:T:68:GLN:N 2.37 0.40
1:0:59:ALA:HA 7:U:160:TYR:CD2 2.56 0.40
7:U:194:1LE:HG23 7:U:210:LEU:HD11 2.04 0.40
2:P:101:LYS:HG2 10:X:85:GLN:NE2 2.36 0.40
13:1:40:ASN:HD22 13:1:40:ASN:H 1.68 0.40
13:1:62:LEU:HA 13:1:62:LEU:HD22 1.87 0.40
14:2:106:ASN:O 14:2:107:LYS:HB3 2.21 0.40
2:B:239: THR:OXT 2:B:239: THR:HG22 2.21 0.40
3:Q:55:THR:O 3:Q:56:LEU:HD13 2.21 0.40
4:R:215:1ILE:HG22 4:R:221:PHE:CD2 2.51 0.40
6:T:127:ASN:ND2 6:T:127:ASN:C 2.75 0.40
6:T:198:TYR:O 6:T:202:HIS:HB3 2.22 0.40
10:X:90(A):ILE:HD12 10:X:90(A):ILE:HA 1.94 0.40
12:7:176:LEU:HG 12:7:186:LYS:HG3 2.03 0.40
2:B:88:LEU:HB3 2:B:116:LEU:HD21 2.03 0.40
6:F:88:LEU-HG 6:F:116:LEU:HD22 2.04 0.40
7:G:37:SER:HA 7:G:50:SER:HA 2.03 0.40
13:M:59:LEU:HA 13:M:59:LEU:HD23 1.94 0.40
2:P:21:LEU:HB2 2:P:24:VAL:HB 2.04 0.40
1:0:17:PRO:HG3 2:P:26:TYR:CE2 2.57 0.40
7:U:34(A):ASN:HD22 7:U:167:PRO:HG2 1.86 0.40
7:U:47:VAL:HG12 7:U:49:ILE:HD12 2.03 0.40
4:D:160: TYR:CE2 5:E:59:SER:HB3 2.56 0.40
5:E:210:LEU:HB3 5:E:229:VAL:HG21 2.04 0.40
&:H:18: THR:HB 8:H:30:ASN:HA 2.03 0.40
9:1:-8:SER:O 9:I:-6:PRO:HD3 2.21 0.40
9:1:90:ARG:HD2 16:1:9052:HOH:O 2.21 0.40
11:K:104: TYR:HD2 11:K:179: THR:HA 1.86 0.40
11:K:35:ILE:HD11 11:K:45:-MET:HE2 2.03 0.40
13:M:156:VAL:O 13:M:159:MET:HB2 2.21 0.40
3:Q:172:VAL:CG2 3:Q:196:SER:HB2 2.51 0.40
5:S:73:HIS:CE1 5:5:107:LEU:O 2.61 0.40
5:5:179: THR:O 5:5:179: THR:HG22 2.21 0.40
2:P:99:TYR:OH 10:X:66: TYR:OH 2.21 0.40
12:7:97:VAL:HG23 12:7:99:THR:HG22 2.04 0.40

There are no symmetry-related clashes.
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5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries

of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was

analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 244/250 (98%) | 225 (92%) | 17 (T%) 2 (1%) 22 33
1 ) 244/250 (98%) | 225 (92%) | 17 (T%) 2 (1%)

2 B 233/245 (95%) | 209 (90%) | 18 (8%) 6 (3%)
2 P 233/245 (95%) | 212 (91%) | 14 (6%) 7 (3%)
3 C 236/243 (97%) | 210 (89%) | 20 (8%) 6 (2%)
3 Q 236/243 (97%) | 211 (89%) | 18 (8%) 7 (3%)
4 D 228/241 (95%) | 205 (90%) | 21 (9%) 2 (1%)
4 R 228/241 (95%) | 204 (90%) | 20 (9%) 4 (2%)
5 E 228/234 (97%) | 208 (91%) | 15 (%) 5 (2%)
5 S 228/234 (97%) | 203 (89%) | 20 (9%) 5 (2%)
6 F 240/248 (97%) | 218 (91%) | 18 (8%) 4 (2%)
6 T 240/248 (97%) | 214 (89%) | 24 (10%) | 2 (1%)
7 G 238/252 (94%) | 217 (91%) | 20 (8%) 1 (0%) 38 54
7 U 238/252 (94%) | 222 (93%) | 15 (6%) 1 (0%) 38 H4
8 H 220/222 (99%) | 203 (92%) | 12 (6%) 5 (2%) di1B
8 \Y 220/222 (99%) | 206 (94%) | 10 (4%) 4 (2%) 10012
9 | 202/205 (98%) 189 (94%) | 12 (6%) 1 (0%) 32 46
9 W 202/205 (98%) 190 (94%) | 10 (5%) 2 (1%) 181 26
10 J 196/198 (99%) 180 (92%) | 14 (T%) 2 (1%) 181 26
10 X 196,/198 (99%) 183 (93%) | 11 (6%) 2 (1%) 181 26
11 K 210/212 (99%) 195 (93%) | 14 (7%) 1 (0%) 32 46
11 Y 210/212 (99%) 198 (94%) | 11 (5%) 1 (0%) 32 46
12 L 220/241 (91%) | 200 (91%) | 18 (8%) 2 (1%) 200 29
12 7 220/241 (91%) | 203 (92%) | 16 (%) 1 (0%) 32 46
13 1 231/266 (87%) | 208 (90%) | 19 (8%) | 4 (2%) | [11]]13

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
13 M 231/266 (87%) 210 (91%) | 15 (6%) 6 (3%)
14 2 194/196 (99%) 185 (95%) 9 (5%) 0
14 N 194/196 (99%) 185 (95%) 9 (5%) 0
All All 6240/6506 (96%) | 5718 (92%) | 437 (7%) | 85 (1%)

All (85) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 167 LYS
2 B 54 VAL
2 B 218(C) | ASP
3 C 58 LEU
4 D 180(E) | SER
6 F 206 LYS
8 H 91 GLN
1 O 167 LYS
2 P 54 VAL
2 P 218(C) | ASP
3 Q 58 LEU
4 R 180(E) | SER
6 T 206 LYS
7 U 55 PRO
8 \Y 91 GLN
3 C 183 PRO
3 C 203 THR
5 E 202 ARG
10 J 8 VAL
10 J 49 ALA
2 P 182 ASP
2 P 204(A) | SER
3 Q 183 PRO
3 Q 184 ALA
3 Q 203 THR
4 R 122 ALA
5 S 202 ARG
8 \Y 96 GLY
10 X 8 VAL
13 1 9 ASP
1 A 63 THR
2 B 218(D) | GLY
3 C 72 SER

Continued on next page...
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Mol | Chain | Res | Type
3 C 184 ALA
7 G 55 PRO

13 M 2 SER
13 M 9 ASP
13 M 96 TRP
13 M 115 LEU
1 O 63 THR
2 P 218(D) | GLY
5 S 217 LYS
8 \Y 115 ALA
10 X 49 ALA
13 1 115 LEU
2 B 184 MET
5 E 163 THR
5 E 217 LYS
5 E 231 LYS
6 F 12 ASN
6 F 13 SER
9 | 93 GLY
12 L 70(A) | ASN
13 M 72 ALA
2 P 22 TYR
3 Q 61 THR
4 R 61 SER
8 \Y 171 SER
13 1 2 SER
2 B 182 ASP
2 B 204(A) | SER
3 C 239 GLU
4 D 180(D) | SER
5 E 170 GLN
8 H 30 ASN
8 H 115 ALA
4 R 180(D) | SER
) S 163 THR
5 S 227 GLU
6 T 13 SER
9 W 93 GLY
6 F 143 LYS
11 K 39 PRO
12 L 144(Q) | LEU
2 P 35 GLY

Continued on next page...
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Mol | Chain | Res | Type
3 Q 35 THR
3 Q 202 GLN
) S 170 GLN
9 W 23 GLN

12 Z 94 PRO
8 H 96 GLY
8 H 194 PRO

11 Y 39 PRO

13 1 207 GLY

13 M 207 GLY

5.3.2 Protein sidechains ()

In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a
percentile score with respect to all X-ray entries followed by that with respect to entries of similar

resolution.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 205/209 (98%) 198 (97%) 7 (3%) 42 63
1 0O 205/209 (98%) 195 (95%) | 10 (5%) 29 46
2 B 194/204 (95%) 179 (92%) | 15 (8%) 151 23
2 P 194/204 (95%) | 176 (91%) | 18 (9%) | [10] 15
3 C 210/215 (98%) 196 (93%) | 14 (%) 19 30
3 Q 210/215 (98%) 197 (94%) | 13 (6%) 21 34
4 D 186,/197 (94%) 178 (96%) 8 (4%) 33 52
4 R 186/197 (94%) 179 (96%) 7 (4%) 38 58
5 E 187/192 (97%) 166 (89%) | 21 (11%)

5 S 187/192 (97%) 168 (90%) | 19 (10%)

6 F 200/205 (98%) 180 (90%) | 20 (10%)

6 T 200/205 (98%) 181 (90%) | 19 (10%)

7 G 205/210 (98%) 190 (93%) | 15 (7%)

7 U 205/210 (98%) 187 (91%) | 18 (9%)

8 H 181/181 (100%) | 173 (96%) 8 (4%)

8 \Y 181/181 (100%) | 173 (96%) 8 (4%) 33 51
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
9 | 172/173 (99%) 166 (96%) 6 (4%) 41 61
9 W 172/173 (99%) 166 (96%) 6 (4%) 41 61
10 J 175/175 (100%) | 166 (95%) 9 (5%) 28 44
10 X 175/175 (100%) | 167 (95%) 8 (5%) 31 49
11 K 169/169 (100%) | 163 (96%) 6 (4%) 40 60
11 Y 169/169 (100%) | 161 (95%) 8 (5%) 30 48
12 L 185/201 (92%) 179 (97%) 6 (3%) 44 65
12 Z 185/201 (92%) 177 (96%) 8 (4%) 33 52
13 1 199/224 (89%) 190 (96%) 9 (4%) 32 50
13 M 199/224 (89%) 188 (94%) 11 (6%) 25 40
14 2 162/162 (100%) | 151 (93%) 11 (7%) 181 29
14 N 162/162 (100%) | 154 (95%) 8 (5%) 29 46
All All 5260/5434 (97%) | 4944 (94%) | 316 (6%) 22 35

All (316) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 9 SER
1 A 32 LYS
1 A 158 PHE
1 A 170 VAL
1 A 200 SER
1 A 222 ARG
1 A 223 LYS
2 B 58 LEU
2 B 62 ASP
2 B 67 LEU
2 B 71 ASN
2 B 104 ASN
2 B 121 GLN
2 B 126 HIS
2 B 135 SER
2 B 169 THR
2 B 185 LYS
2 B 192 LEU
2 B 203 ASP
2 B 218(C) | ASP
2 B 226 PRO

Continued on next page...
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Mol | Chain | Res | Type
2 B 233 LEU
3 C 18 ASP
3 C 25 GLU
3 C 53 ARG
3 C 56 LEU
3 C 57 LYS
3 C 61 THR
3 C 75 VAL
3 C 121 GLN
3 C 150 GLN
3 C 174 GLU
3 C 178 LYS
3 C 209 ASN
3 C 215 VAL
3 C 224 LEU
4 D 72 ARG
4 D 110 GLU
4 D 119 LEU
4 D 128 MET
4 D 191 LEU
4 D 194 LEU
4 D 215 ILE
4 D 238 LYS
D E 11 ASP
5 E 12 THR
5 E 13 VAL
5 E 18 THR
5 E 57 GLU
5 E 58 LEU
5 E 76 LEU
5 E 78 LEU
bt E 90 ASN
5 E 97 ASN
5 E 105 ARG
5 E 111 ARG
5 E 121 GLN
5 E 178 ARG
5 E 180(C) | PHE
5 E 185 ASN
5 E 189 LEU
5 E 198 SER
5 E 199 GLN

Continued on next page...
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Mol | Chain | Res | Type
5 E 207 LEU
5 E 231 LYS
6 F 18 ASP
6 F 43 ASN
6 F 56 SER
6 F 73 HIS
6 F 98 SER
6 F 121 GLN
6 F 127 ASN
6 F 129 VAL
6 F 135 SER
6 F 169 ARG
6 F 170 GLN
6 F 171 SER
6 F 176 LEU
6 F 187 ARG
6 F 192 GLN
6 F 203 GLU
6 F 205 ASN
6 F 208 PHE
6 F 214 TRP
6 F 227 ASP
7 G 72 ARG
7 G 87 ASN
7 G 109 CYS
7 G 119 LEU
7 G 121 GLN
7 G 157 TYR
7 G 169 GLN
7 G 174 THR
7 G 184 ASN
7 G 197 MET
7 G 199 ASP
7 G 203 THR
7 G 217 LYS
7 G 232 ARG
7 G 233 LEU
8 H 18 THR
8 H 30 ASN
8 H 55 VAL
8 H 68 LEU
8 H 84 LYS

Continued on next page...
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Mol | Chain | Res | Type
8 H 101 VAL
8 H 197 ARG
8 H 221 ILE
9 I 113 PHE
9 I 118 CYS
9 I 131 SER
9 | 160 LEU
9 I 171 TRP
9 I 181 LYS
10 J 6 ILE
10 J 52 THR
10 J 68 ILE
10 J 70 GLU
10 J 7 GLN
10 J 90(B) | ARG
10 J 115 TYR
10 J 122 LEU
10 J 155 LEU
11 K 4 LEU
11 K 9 GLN
11 K 104 TYR
11 K 115 SER
11 K 138 LEU
11 K 146 LEU
12 L 14 LEU
12 L 62 SER
12 L 93 PHE
12 L 99 THR
12 L 138 LEU
12 L 145 TYR
13 M 40 ASN
13 M 62 LEU
13 M 65 GLU
13 M 71(A) | ASP
13 M 91 ARG
13 M 112 TYR
13 M 136 PRO
13 M 141(C) | ARG
13 M 172 ASN
13 M 181(A) | THR
13 M 204 LYS
14 N 20 THR

Continued on next page...
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Mol | Chain | Res | Type
14 N 22 THR
14 N 36 ARG
14 N 65 LEU
14 N 70 TYR
14 N 119 VAL
14 N 132 THR
14 N 149 GLU

1 O 9 SER
1 O 32 LYS

1 O 64 LEU
1 O 83 PRO
1 O 134 VAL
1 O 158 PHE
1 O 170 VAL
1 O 200 SER
1 O 222 ARG
1 O 223 LYS

2 P 58 LEU
2 P 67 LEU
2 P 71 ASN
2 P 91 THR
2 P 116 LEU
2 P 121 GLN
2 P 126 HIS

2 P 135 SER
2 P 150 THR
2 P 153 PRO
2 P 156 ASN
2 P 169 THR
2 P 185 LYS

2 P 203 ASP
2 P 218(C) | ASP
2 P 226 PRO
2 P 232 ILE

2 P 233 LEU
3 Q 18 ASP
3 Q 53 ARG
3 Q 56 LEU
3 Q 57 LYS

3 Q 61 THR
3 Q 75 VAL
3 Q 121 GLN

Continued on next page...
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Mol | Chain | Res | Type
3 Q 156 ILE
3 Q 163 GLN
3 Q 174 GLU
3 Q 178 LYS
3 Q 209 ASN
3 Q 215 VAL
4 R 76 CYS
4 R 110 GLU
4 R 119 LEU
4 R 128 MET
4 R 191 LEU
4 R 194 LEU
4 R 215 ILE
5 S 11 ASP
5 S 12 THR
) S 13 VAL
) S 58 LEU
) S 76 LEU
5 S 78 LEU
) S 90 ASN
) S 97 ASN
5 S 111 ARG
5 S 117 CYS
D S 178 ARG
5 S 180(C) | PHE
5 S 185 ASN
) S 189 LEU
5 S 198 SER
) S 199 GLN
) S 207 LEU
) S 209(C) | VAL
bt S 231 LYS
6 T 18 ASP
6 T 43 ASN
6 T 73 HIS
6 T 98 SER
6 T 121 GLN
6 T 127 ASN
6 T 129 VAL
6 T 135 SER
6 T 169 ARG
6 T 170 GLN

Continued on next page...
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Mol | Chain | Res | Type
6 T 171 SER
6 T 187 ARG
6 T 192 GLN
6 T 199 LEU
6 T 203 GLU
6 T 205 ASN
6 T 208 PHE
6 T 214 TRP
6 T 227 ASP
7 U 38 LEU
7 U 72 ARG
7 U 76 MET
7 U 87 ASN
7 U 109 CYS
7 U 119 LEU
7 U 121 GLN
7 U 157 TYR
7 U 169 GLN
7 U 171 GLU
7 U 174 THR
7 U 184 ASN
7 U 197 MET
7 U 199 ASP
7 U 204 GLU
7 U 217 LYS
7 U 232 ARG
7 U 233 LEU
8 \Y 18 THR
8 \Y 30 ASN
8 \Y 38 SER
8 \Y %) VAL
8 \Y 68 LEU
8 \Y 84 LYS
8 \Y 197 ARG
8 \Y 219 VAL
9 W 55 LEU
9 W 113 PHE
9 W 131 SER
9 W 160 LEU
9 W 171 TRP
9 W 181 LYS

10 X 17 SER

Continued on next page...
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Mol | Chain | Res | Type
10 X 52 THR
10 X 70 GLU
10 X 7 GLN
10 X 90 SER
10 X 90(B) | ARG
10 X 108 PRO
10 X 115 TYR
11 Y 4 LEU
11 Y 9 GLN
11 Y 65 LEU
11 Y 104 TYR
11 Y 105(B) | LYS
11 Y 115 SER
11 Y 138 LEU
11 Y 145 ASP
12 Z 14 LEU
12 Z 40 ASN
12 Z 62 SER
12 7 93 PHE
12 7 99 THR
12 Z 114 ASP
12 Z 138 LEU
12 Z 145 TYR
13 1 40 ASN
13 1 62 LEU
13 1 71(A) | ASP
13 1 115 LEU
13 1 123 PRO
13 1 141(C) | ARG
13 1 172 ASN
13 1 181(A) | THR
13 1 204 LYS
14 2 20 THR
14 2 22 THR
14 2 36 ARG
14 2 61 TYR
14 2 65 LEU
14 2 105(A) | ASP
14 2 119 VAL
14 2 132 THR
14 2 149 GLU
14 2 177 VAL

Continued on next page...
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Mol | Chain | Res | Type
14 2 187(D) | PRO

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (171) such
sidechains are listed below:

Mol | Chain | Res | Type
2 B 23 GLN
2 B 71 ASN
2 B 97 GLN
2 B 121 GLN
2 B 125 GLN
2 B 156 ASN
2 B 177 GLN
3 C 82 ASN
3 C 150 GLN
3 C 163 GLN
4 D 23 GLN
4 D 108 ASN
4 D 150 HIS
4 D 199 GLN
4 D 211 GLN
4 D 226 ASN
5 E 73 HIS
5 E 97 ASN
bt E 104 ASN
5 E 121 GLN
5 E 125 GLN
5 E 185 ASN
5 E 209(E) | ASN
6 F 23 GLN
6 F 43 ASN
6 F 90 ASN
6 F 121 GLN
6 F 123 HIS
6 F 127 ASN
6 F 147 HIS
6 F 192 GLN
6 F 221 HIS
7 G 11 HIS
7 G 33 GLN
7 G 34(A) | ASN
7 G 87 ASN
7 G 118 ASN

Continued on next page...
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Mol | Chain | Res | Type
7 G 121 GLN
7 G 125 GLN
7 G 170 GLN
7 G 178 ASN
7 G 180(C) | HIS
7 G 184 ASN
7 G 196 HIS
7 G 239 GLN
8 H 30 ASN
8 H 66 HIS
8 H 86 HIS
8 H 91 GLN
8 H 116 HIS
8 H 144 GLN
8 H 172 ASN
9 | 29 ASN
9 I 81 GLN
9 I 145 ASN

10 J 54 GLN
10 J 7 GLN
10 J 85 GLN
10 J 112 GLN
10 J 140 HIS

10 J 186 GLN
11 K 85 ASN
11 K 131 GLN
11 K 174 ASN
12 L 46 ASN
12 L 61 ASN
12 L 70(A) | ASN
12 L 85 HIS

12 L 140 ASN
12 L 141 GLN
12 L 144(B) | ASN
12 L 144(T) | ASN
12 L 166 HIS

13 M 10 ASN
13 M 40 ASN
13 M 89 GLN
13 M 93 ASN
13 M 149 GLN
13 M 157 ASN

Continued on next page...
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Mol | Chain | Res | Type
14 N 38 HIS
14 N 157 HIS
14 N 161 GLN

2 P 71 ASN
2 P 95 HIS

2 P 97 GLN
2 P 121 GLN
2 P 125 GLN
2 P 156 ASN
2 P 177 GLN
3 Q 82 ASN
3 Q 121 GLN
3 Q 125 GLN
3 Q 150 GLN
3 Q 163 GLN
3 Q 235 GLN
4 R 23 GLN
4 R 108 ASN
4 R 150 HIS

4 R 199 GLN
4 R 226 ASN
) S 33 GLN
) S 73 HIS

) S 97 ASN
5 S 104 ASN
5 S 121 GLN
5 S 123 ASN
5 S 125 GLN
) S 185 ASN
) S 209(E) | ASN
6 T 23 GLN
6 T 43 ASN
6 T 90 ASN
6 T 121 GLN
6 T 123 HIS

6 T 127 ASN
6 T 192 GLN
6 T 221 HIS

7 U 11 HIS

7 U 33 GLN
7 U 34(A) | ASN
7 U 87 ASN

Continued on next page...
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Mol | Chain | Res | Type
7 U 118 ASN
7 U 121 GLN
7 U 125 GLN
7 U 170 GLN
7 U 180(C) | HIS
7 U 184 ASN
7 U 239 GLN
8 \Y 30 ASN
8 \Y 66 HIS
8 \Y 86 HIS
8 \Y 116 HIS
8 A% 144 GLN
8 \Y 165 ASN
8 \Y 172 ASN
8 \Y 190 ASN
9 W 29 ASN
9 W 81 GLN
9 W 145 ASN
10 X 54 GLN
10 X 7 GLN
10 X 85 GLN
10 X 140 HIS
10 X 186 GLN
11 Y 85 ASN
11 Y 131 GLN
11 Y 174 ASN
11 Y 189 ASN
11 Y 207 ASN
12 Z 40 ASN
12 Z 46 ASN
12 Z 61 ASN
12 Z 70 HIS
12 7 70(A) | ASN
12 / 85 HIS
12 Z 123 GLN
12 Z 140 ASN
12 Z 141 GLN
12 Z 144(B) | ASN
12 Z 144(Z) | ASN
12 V/ 166 HIS
13 1 10 ASN
13 1 40 ASN

Continued on next page...
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Mol | Chain | Res | Type
13 1 89 GLN
13 1 93 ASN
13 1 149 GLN
13 1 157 ASN
13 1 191 GLN
14 2 38 HIS
14 2 157 HIS
14 2 161 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains (i)

There are no non-standard protein/DNA /RNA residues in this entry.

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 20 ligands modelled in this entry, 20 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

5.7 Other polymers (i)

There are no such residues in this entry.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#rna
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands

Page 75 Full wwPDB X-ray Structure Validation Report 1GOU

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#polymer_linkage
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section is therefore empty.

6.2 Non-standard residues in protein, DNA, RNA chains (i)

EDS was not executed - this section is therefore empty.

6.3 Carbohydrates (i)

EDS was not executed - this section is therefore empty.

6.4 Ligands (i)

EDS was not executed - this section is therefore empty.

6.5 Other polymers (i)

EDS was not executed - this section is therefore empty.
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